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mi4±m] 21,O0OR 

m^^] nmm 1 
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(|f A{Z 1 1 — 1 9 2 4 8 8 

[mm(D^m i^^Hmmmm ic^ u t h c v tk -j ^ ^ — t'^s j: x:^^(7)'^^Bmm. 

m^mi] J^^TCO (a) tr^it (b) (DHCVj^U^^—I^'o 

(a) B2^IJ#^ 1 CD m7?)^ ^ 5 7 0^(DT^y^gH?«*^^=^^^J^ 5 7 0 

i^ic * ^ A«s^ioii.M^jiT ^ / ^se^J t-^ H c V ^ u ^ ^ --fe'o 

( b ) mn^^ 1 ® 1 -©75)^ ^ 5 7 0 teic^ v>T , 1 ^ L < iii5cMc^r ^jmij^^ 

-fe > g SI ^ tl T V x S H C V >}< U ;i ^ - '= 

[M^^4] gB^J#^ia)lfi^*^e.5 7 0^®r$yM^J5:-^^5^> 62^5 

[M^«5] J^T® (a) (b) ®HCV:i<U;l^-t'$:=i-F-r 

-2>DN Ac 

(a) g^^iJ##l(?5 1fe7b^e.5 7 0^(7)T^^i?Be^J*^^^'J> *^o 5 7 0 

( b ) mm^^ i(Z) 1 5 7 0 feic J3 v^T. 1 ^ b < iiM(Z)r ^ y 
m\zsmrjt r^j mmm'^^M ^ ti fc, r n a rnatku^i^ - -t'^sft ^ 

1 ffilE#2 0 00-3060987 



(^s^ 11-192488 

-r H C V tK 'J >^ ^ - -t^IS*?Sft(^SI^M:&^= 
[»#«9] fi^TcO (a) 7!rM (c) (DX@:6^ ^> H C VtK U ^ ^ — fe' 

-^14 ^ -r S li^MiPf 5: "t ^ 
(b) ^^#^$*if^KI^^5Pf^^^"^^^^^ 

-if h^M^-B:. HC V:}n°U >l^--g'(^Pfl«vS145:M^'^'2>^S- 

[M^^l 0] M^]S9tB«®:&^lCj:»;^#^$tlfcHCV;KU^^-if 

[0 0 0 1] 

^^filJt#ftf tcjg b Ac: H C V tK U ^ --^fe J:tJ^^(Z)^^«5t(0^iJ 
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#^ 1 1—192488 
5: # *^ -£> ^ ^ 5: #^ i: -5 H C V ;i ^ - M 

[0 0 0 2] 

t^Jt^CmB^^y^ ^l^:^ (HCV) it. 1 9 8 9^tCH 

A > i/' - c?5ifiilK 5: i: b T -f i> y ^ ^ U - - > i o T ^ n - ^ 

>^*$tlTV^S(Science244, 359-362 (1989) )„ 
[0 0 0 3] 

0 1 OfgcDT^^^mJ^J^e^^di-SMfiS^&n-Kf ^RNA?:>freo ^(DRNA^ 

gai:2-:3CDx>/sin-^ga) (NS2, NS3, NS4A, N 

S4B, NS5A, NS5B) IC^DizX^tl^o N S 2 ^ N S 3 l± - 

3CD^U5tj-ifi:N S 5 B(Z)RNA^(fe#14RNA7KU;l^--1fli'^'r>'^^®«^ 
[0 0 0 4] 

mmif^nt^n. ^fe, /\y ^fj-i^'^RNA-^^i^RNATKU^^-i^^r^-^^y 
h h b |S«^f!l(^ =fe Ji * ^ T V N -g, c 
[0 0 0 5] 

HC ;i/7>(7)it5i5: i n v i t r o -e^T^CJ^^RlifiS^X^tlT 
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#^ 1 1—192488 

$tiTv^;&i:)-tilf^^^v^c ^^®*5^«}gli, X^Mff 5:^f^e> :l<^T^^^i" 
Sri:;b^o^|g■e*'2>c :itl^-eiCH I V3^K^^^ (N a t u r e s 
tructual biology, 2, 293-302 (1995), Str 
ucture, 3, 365-379 (1995)),-f>a?-D>f^>-l ^- 
(WO 95/35367) , -^4 h MS U ^ ^ JV::^<D-^ U^-T ( 
W097/4231 1) , HCW^V il-"^ (WO99/09148) ^(DWM 

:^*{C#sr <J:e){c;^ofe. L^^L, ^^li, X^^g^ff icigbfe^g^ 

>f ;i/XRN A^^c#^4RN A3KU ^^--e^CDM^^at (Structure 5, 
1109-1122 (1997) ) li, %±r^%(DX\ttj^<. -^O^IjtL*^^ 

[0 0 0 6] 

b J: e) ^ -t ^^S] 

^ D N A 5: ii ^ -r -5 ^ T -5 o 

HCV/j<';^^-1f<^^^fll5t$:/¥^*fL, H C V U ^ ^ - -fe'^Mf*^^ 

S?Si4 5: M -t -5 ^£ ^3 J: tK^M^ $: « V N H C V tK U ^ V - ISM <7) X ^ 
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1 1—192488 

[0 0 0 7] 

(1) &.r(D (a) t.r=.\t (b) ©HCV:J<U ^^--^o 

(a) g2^rj#-^l ® IdiTb^^ 5 7 0^(Z)T^ y'^SE^lI^^^^y. 5 7 0 fi[J^J^ 

(b) gS^J##l CO l^Tb^?, 5 7 0^{C^VNT> l^L<ld:^M®r^ 7^}?)'^^ 

5 7 Ofeai^tC*^A;^^tCifc^^:^BB^J$:^-r€>HCV3}< 

(2) mm (1) iH«®HCV7K'; ^^-ifffiCOMe t l^^T'S 
SI $ tl T t N S H C V ;K U ^ ^ - -e' c 

(3) IB^m^ 1 CD 1 5 7 Ofi^(Z)T^ y M^J^-^ti'HCV/KU 

(4) gB^J## 1 ® 1 fi*^ ^ 5 7 O^CDT^ Jmm^^i^^^^ mn^CDMe t 

(5) jeAT(D (a) (b) ©HCVvKU v-if Kf ^DNAo 
( a ) B2^J#-^ 1 (D 1 ^5 7 0 te(Z)T ^ y ^SH^'J*^ ^ ^ 'J , 5 7 0 

(b) ie^J#^ 1(D 1 ^7b^ e> 5 7 O&tCfelNT, l^L/<lif5cM®T^ 7^*^^ 
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#^ 1 1-192488 

^ - If ® Mttgm^ cfc xfy t r=. immmmwmm^m&^m'^^ ^ ^^mm^w 

(9) J^^^TCO (a) (c) (Z)X5g*^^:&SHC VjKU ^^--tflSWMcDX^ 

(10) ttfia (9) sa«®:&^icj; y^^^tifcHcvvKu ^^-ifia^Mo 

[0 0 0 8] 

ti X ^ ^ > ^ ^* BH 5: ^ -t S o ti ^ > ^ y (Z) ti X ^ i/' > 6 0 J£il ± 5: .i^ ^ 
1-2 OMCDT^ ySE> ^ L<li, lMi^±i OMJ^ATT'S)*;, J;U^f 
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#^ 11-192488 

U ^ ^ - if -5 V > tt^ (D 3 > a. - ^ - :^ 5: ffl V ^ T 

«l3tJ^^©M^O^g$:t>i:®M^}^^e>^S^i^g^M^ (Residual 
mean square deviation) ±0. 5 AJ^T. J: U^ff ^ L< 

1 0. 260-263 (199 2) $)SVMd:, Me t ho 

ds in Enzymology, 115, 55-77 (1985), M. G 
. R o s s ma nj|glClH«$nTVAe„ 

r?S14Sls^j (D HCV^>>^1/- h:/^-f7-RN A$:^M{cLT 

14 1fe(DLys, 1 b 8&<DAr silKJ:^)m^-^ti^^^iBi:XfXt.r^it 
(2) 2 8 2fe(DSer, 2 8 7&(DTHr, 2 9 1 ^(D A s n tl 

i.^^.f v-RN A?:liMJCbfeRN ACD^I^A^T^^^tl-S^^tCHC 
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4^Af2. 1 1 — 192488 
mO)r^JWl2. 1 3&i)^^2 2 3^, 3 1 0&.^^^3 2 5fii3J:t>*3 4 8fi[*^e, 

-So 

[0 00 9] 

ii^<DU^mm^mm-t^:^m. (b) Hcv5j<u^^--^^is«M*^^-^bfc^ 

[0 0 10] 

^A^e> 5 7 Ofil(7)T^ 7^BB^'J:^^^'&*;> ^^-^^i 5 7 0^ai^lC:i3^A^5gtC^^:x^ 
«igiJ^'J$:Wi-&HCV>}f U^^--^, ^^r)flC (b) I2^U#^ 1 <^ 1 fi*^ 5 7 

0 ^^cfe^^T 1 ^ L < liiiMc^T ^ y mti^^^^ n^m L < ii#An$ tifcT ^ J 

tC ?!j ^ Am?5ltC i^Ml^ffi^fJ * S H C V U ;t ^ - -^T? S) ^ o 
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1 1-19 2 4 8 8 
U^^--fe'$:='-K-r-6DNA 5: ^ ^ - T'Mx. li:*c©^ 

[0011] 

-ss ic ^ ^ii?S'f4 $: ^ -t -5 s a K r ^ y mia^j ^^i-^^s § ti fc:^^, m 

bfcTb^oT, sa«#lc^m*^^ 5 7 0^lCfeV>Tl^L<l±l5[M(^T^ 
4<iJ ;.l^-if?S'ffi$:^L, ^^-^S 7 0^1^|^tC:;!7^AW^lCi£Ml^ge^J$:^-r-5 

-5ae^^tcM^^^B-efe-5gi5fi:^Me^^Miii§ (m^\t^ n u c i . a i d r 

esearch. vol. 10, No. 20, 6487-6500, 1992) 
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1 1 - 1 9 2 4 8 8 

-t.^Mmi.r\^^^.u^mummm^mrMz.it. iie, vai. Leu 

[0 0 12] 

'rrj^t>t>. (a) ga^m^i^i^Tb^e^STO^coT^y^BB^'J^^^^di*^^ 
CVtKU ^^--fe'^r^i- K^'5DNA;&e>tJf(C, (b) gB^iJ#^ 10) 1 5 

^gH^J*^I^i:T-^tili. i:-(Z)J:e)^d;masa^'J<^DNAt;*|g^(Z)^Hlc^*tiS 
„ Lfc*>oT, gH3^rj##lT'^Sti^r^y^Be^J5:='-K^^^^^^®DNA 

V^,;^^_^-e^oT> RNA|fe#i4RNA3Ky ^^^-^7 
^5.-3- tc^^DN Ali*5§^(7)«gH{c-^tn^c g«l=bU< tiffin $ti 

1 0 miE#2 000-3060987 



1 1-19 2 4 8 8 

^ U < 1 M^-t 5 MJSAT<Z) r ^ y $) 6 „ 

[0 0 13] 

^'J## 1 ^^--fe' (n a t i V e HCV^KV^^-lf) 

-y eMe t i:V^e)r^t)^)■g>) Bg?!l#^ 

ICDMe t(35«l^$:-fe^>tC«mbfc-fel/yMe t H C V )i< U ^ ^ -if (i^AT S 
eMe t HCVtKU >^^-if*-5>V^^±S eMe t MM^SS^^f^i: r t 

) 

[0 0 14] 

H C V ^° U ^ ^ - if<DU^m^^M^ 

n a t i V e HCV/Jf U ^ ^ --fe'i; -fe 1/ ^ M e t HC V/J^U ^ ^-"fe'^^.^lfe 
f(bT^tl^tia)^H^$:=mf^c na t i v e HC V^JfU ^ 

^©iHlff^S-r-^ i:M]S^^^^)^A^4^Tv^?5;v^sa^ (n a t i v e®a) U 
^(DllI#f^S7'-^?:itie-t'5^i:lC ck n a t i v e Seo&^B^ 

(^M^b^^ffi 10, I@I#f> H*^t:^^, 2 5 3 - 2 6 0, (1 

9 9 2) ) o 

Fpj^), na t i ve^^5^-^®fl|j^Hd=- (Fp) il#A$ tvfcSM^^W 
^ (Fj^) li, ^jKlttC-iDtNT, 
[I5tl] 
FpH=Fp+FH 

11 ailE<RF2 0 0 0 - 3 0 6 0 9 8 7 



1 1-192488 

Ztlib(DnWit. ^D^*9Ay>'hDENZO, Shelx, MLPHARE 
, SHARP. DM, 0(CJ: =BlitJ^^?:|lifeM 2 2 (C^-To 

^m^fi^«|jtJ^I^7b^-^*4X'5= ^ b<tt^2(C^-t^jtm^®M^(Z)^g$:5t; 

A J^A T <Z)«gHT-^i* S -& ^ =fo <Z) o 

HCVtKU ^^-if®^5^li> 0 1 ICat^tiS J:e)lC, :7W' (F i n g 
e r s) ^aS'K. A- A (Palm) i^-^^ (Thumb) ts)lSC- ( 

Ho 1 d e r) aSfe7b^e>^'2>o ^^3. CO iKU rt'!? ^ /KU ^ 
(Structure 5, 1109-1122 (1997) ) it. y^y^S- 
(Fingers) gp-fe, A-M. (Palm) (Thumb) gPft?: 

^ ^ $ tl T V ^ ^ V N :! -frf W f o 
[0 0 15] 

HCV/KU H I ViS^K^^^. E, c o 1 i ^-5 

VNttT a qDNAa#'ffiDNA^'; ^^-If^T 7 D N A|fe#'t4>}<U ^ ^ -If 

, 3 1 Sfil, 3 1 9^(5DT>^A^=¥>®E, 14 1^(7)Lys, 15 8fe(Z)Arg 
i:lCj:*;«fig$tl-5^Kfecl:t;/*fctt (2) 2 8 2^(^Ser. 2 8 7e0T 
H r, 2 9 1^(DA s n tl-S^^TKfi^^V^*'^^?!! ^^tS'fiSPfi^"^^ ^ 
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11-192488 

H c V 'J ^ ^-"^(Dmm&mit. p^ro)^o ic-geM -t s r ^ i^x ^ ^ . 

[0 0 16] 

mUit. H c V 3}< U >t ^ - if BPfi^ tJf / * li«ft!j6^PM*MM-^ai5&ic 

^^^_^J{,^p,I^I^g||S[$:tf-^bT^^^(0:&^$:^^L, MiiMti (Acta 
Crystallogr., 23, 544 (1967)) $:tt^ bT^^^^&S 

^CD^^^li, >^ny^Zxy hCC P4 (council for the 
central Laboratory of the Reserch Co 
uncils)(Z)Amore^Alman (CCP4) ^M^^Xtm^ ^ ^ ilti^ 
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1 1—19 2 4 8 8 

[0 0 17] 

ziyif^-^^m^\ DOCK4 (uc s F) y-->^* 

y D y V H C V 5i< U ^ ^ - ii itlg^Ki^ ® ^ A:^ b T , 

M*^ (Z) M-^ffi ^ * ^ 3 % ^ ^ o 

ij - - >y:/Dy^A^ UT, DOCK4 (7)ft&lCF LEXY 

DOCK (Tripos) $:^tf ^ Zl il -So 

e,A#L/:fe=fe;<Z)$:mv^tl^i<fcV^o Quanta, Sybyl (T r i p o 

s). Insight II (MS I ) ^(D^n y^AV -7 hlCi; 
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1 1-192488 

fji^^mtfit. m7&0)-^n^^^2^^jy hQu a nt a. Sybyl. Insig 
ht II, DOCK4, FLEXY D O C V^T^f ^ e) ^ h /J^-T^ ^ 

o 

[0 0 18] 

i:SM"?:-fe<5U3fN5i^ F • h V U >^ (rNTP) (0#l£TlC H C VjK U 

[0 0 19] 

immm i ] 

n a t i V e HCV^U ^^--fe'g)^^ • mm 
^j^j^^mnit. izU:k^^m^ y)SAbfcHCV-BK(DcDNA*^if A$tlfc:pDEM22$: 

d e 1 1 FW (gH^J#^3) fej;t>*5B 5 7 OHRV ( 
gg^(I||-^4) $:MV^, FCR^tCj;*JiCC7KtCGSHHHHHH(Z)His-tag(Z)#VNfccD 
NA (gH^J#^2) #e5tl^c»T;i$:pCR2. 1 ^ -icjf AL, « 

-g^gB^J^rSt^b^^^^ NdlU E. c oRUC<J:eg|5:0-^«?T'^l. 8k 

D aomfi^nr^^ 

m^tit^m)^^. T7^D^-^-$:^t--5^^^-pET17b (NOVAGEN^±)CDNdeI 
tEcoUmmzmAL. AI^SBL21(DE3) (NOV AGENti)?:?^® tern l^^-o 
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ijf 3p: 1 1 — 192488 

i -NT ATiSU-y^^m^. Mono-S 5/5 ( 7 T i/T*fc) "e^m 
UTSephacryl S-200 (^y;i/V$/Ttt) ■r>f;i/6ii LT#^ • 

m^nr^N ativeHCV^U^^--fe'. SeMe t MMi^Sgl^*^® T ^ / 
# 1 {C^-To 

S e M e t fiM^Mil^(Z)^m • WSg 

n a t i V e HCVJi<'; ^^-if^^g^^ • CS#■epDEM22A^ e> ti 

fel. 8 kD(0S^>i$:pET17b (NOVAGENtt)a)NdeIi:EcoRIgp^lC#Ab> :^J®aB 

834 (DE3) (NOVAGEN^t) b „ 

8-1.0lC75;ofe2ir5T';^aS0.5«MJC^^ J;e)lClPTG$:^inb, 30iC, S^^g 
fi5^aOD^||^#$:=f?V^, pr^Mi>$:n a t i V e H C V U ;t ^ - if h [SI 

SeMe tg«|«m*^fiK 
1. r^Jm (g/ml) 



Ala 


1 . 


5 0 


Leu 


0. 7 0 


A r g 


1 . 


7 5 


L y s . HC 1 


1 . 2 6 


Asp 


1 . 


2 0 


P h e 


0.4 0 


Cy s. HC l/HgO 


0. 


1 0 


Pro 


0. 3 0 


G 1 u 


2. 


0 0 


S e r 


6. 2 5 


Gin 


1 . 


0 0 


T h r 


0. 7 0 


G 1 y 


1 . 


6 3 


T y r 


0. 5 0 


His 


0. 


1 8 


V a 1 


0. 7 0 


lie 


0. 


7 0 







2. (g/ml) 
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H^^L 1 1 — 192488 

y^jvy 1. 0 0 

J 1.33 

0.3 3 

i^^s/;!/ 1. 0 0 

3. 0 0 

3. ^M. -^v J i^^^-y. ^(Dm 

Mg SO4. 7 HgO 0.2 5 

F e SO4. 7 HgO 0. 0 0 4 2 
4. 

KAO and MICHAYLUK BASAL VITAMIN^?g 

10. OOml/1 

S eMe tfiM^Sm^t^tt, native HC VjKU ;t ^-if|Bl||NpK®M 
e tfy^^m^ilXiB*). LC-MS®*g|S, 1 2 m(DM e t (Dt^X (D^ 

nm^tt^S eUe t lC«^StlTVA:t„ 
[0 0 2 0] 

#e)tlfcN ativeHCV3}fU;^^-if?: 21-28% (w/v) (D^KU 3i 
^i/>^^*U n-;i/4 0 0 0, 0. 2-0. 3 5Mgt^T>^-'^A, 0. IMg^ 
^tK^-:^ hUi?i^(NaH acetate), 0. 02M TES(pH6. 
0-7. 5) ^^tsmWL^X2 2. 5t:, 2 -4: mm. ^^fifetJclC J: tj ^^'fb b 

-|rl/yMetHCV:J<i; 7t^-if=fe)2 1-2 8% (w/v) ©/}< U > 

u=i-;i/4ooo, 0. 2-0. 3 bMrnMry^^—^y^. O. IMt^g^TK^-^ 

hU'^ACNaH acetate), 0. 02M TES(pH6. 0-7. 
5) ^^timWL^X2 2. 5X:, 2-4Mr^, ^^S£t5CtC J: »J ^^ft L 

ii^i5J:Xf-\Ely JMe t H C V:KU ^ ^-if R a x i s I I c ( U :**^ |g) 



N a - A c . 3 

Am-C 1 
N a OH 
KgH P O4 

S eMe t 



2O 1.50 
1 . 5 0 
0.8 5 
10. 5 0 



2 0. 0 0 
0. 7 5 
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iRp^ 11-192488 
^XJl^i/y'^U hn>J6|gKE F-PF®BL6B^7t, Spring-8(DBL 

y^i^y ^ ^ D E N S O (HKLtt) J: ^ D ^'■^ A V :7 h 
CCP4 (Council for the Central Laborat 
ory of the Reserch Councils ft) COSCALA?: 

g^^, -^^AMM^^emi^ic^T^-^*^^ S helx (Professor 

Sheldrick;Crystallographic Computin 
g 3, Clarendon Press, Oxford 184-189 ( 
1 9 8 5)) ^m^^^^l^tc. OV^7:CCP4t^I(Z)■^□^'*^Ay hMLPHA 
RESctU^SHARP (Busterifc) $:MV^T, ^fiM^-<^M5:^^b^ 
„ oV%T'm^=-^;Si: 2. 5 A^T'(7)^+a*fe?R§:CCP4 cfi(D>^D^*^Ay hD 

S eMe t HCV3}<y ^^--^li, gB^J## 1 JC^f T ^ Jm^(D 1 2M<^M 
e t iC-fe ^'>Jb^^-^LTV^S„ 3(Z)SeMetHCV/K'; ^ ^-if lCoV>T=fo|^ 

4 0 0 A*^e>0. 9 7 9 7 A(Dmy'-V:^'^vy^m'^m&<^-^'-( Ki:bT^rJM 

#^tiy^y-Ux-r^yy°(D5^-^-^tj^lcyD^*^Ay7 hO (Da t On 

o AB) lCj:UHCV>KU 
OV^T'«^'fbt^7^;^^^5:■/^y^^V■7 hX-P LOR9 8 (MSI) <D 

4^V^^#| (torsion angle) :^^\^ltM.*P O^W^it (maxim 

urn likelihood refinement) §:MV^T^T^o:to "/O 

y^Ayy hP ROCHE CK (J. Appl.Cryst. 26, 283-2 

9 0 (1 9 9 3) ) T^^^ K^> - ^D^yh (Ramachandr 

an plot) X^mULt^HZ.^. fF^S tl^ V^«Jg 5:^^ o feT ^ 7 

«ligM^S:^2tC^-t= 
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#^1 1- 

[0 0 2 1] 









X 




1 


CB 


SER 


1 


24.595 




2 


OG 


SER 


1 


24.403 




3 


C 


SER 


1 


24.205 




4 


0 


SER 


1 


23.777 




5 


N 


SER 


1 


22.311 




6 


CA 


SER 


1 


23.641 




7 


N 


MET 


2 


25.181 




8 


CA 


MET 


2 


25.812 




9 


CB 


MET 


2 


26.317 




10 


CG 


MET 


2 


25.215 




11 


SD 


MET 


2 


24.201 




12 


CE 


MET 


2 


25.522 




13 


C 


MET 


2 


26.976 




14 


0 


MET 


2 


27.731 




15 


N 


SER 


3 


27.092 




16 


CA 


SER 


3 


28.172 




17 


CB 


SER 


3 


28.103 




18 


OG 


SER 


3 


28.201 




19 


C 


SER 


3 


29.522 




20 


0 


SER 


3 


30.470 




21 


N 


TYR 


4 


29.593 




22 


CA 


TYR 


4 


30.808 




23 


CB 


TYR 


4 


31.730 




24 


CG 


TYR 


4 


32.040 




25 
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411 


-17-627 


19. 


619 


1 


.00 


38.54 




196 


OG 


SER 


27 


51, 


508 


-18.642 


19. 


187 


1 


.00 


42.65 




197 


C 


SER 


27 


51. 


726 


-18-735 


21. 


752 


1 


.00 


36.47 




198 


0 


SER 


27 


50. 


501 


-18-707 


21. 


868 


1 


.00 


34.83 




199 


N 


ASN 


28 


52. 


460 


-19.764 


22. 


150 


1 


.00 


37.51 




200 


CA 


ASN 


28 


51. 


835 


-20-944 


22. 


713 


1 


.00 


38.99 
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201 


CB 


ASN 




202 


CG 


ASN 




203 


ODl 


ASN 




204 


ND2 


ASN 




205 


C 


ASN 




206 


0 


ASN 




207 


N 


SER 




208 


CA 


SER 




209 


CB 


SER 




210 


OG 


SER 




211 


C 


SER 




212 


0 


SER 




213 


N 


LEU 




214 


CA 


LEU 




215 


CB 


LEU 




216 


CG 


LEU 




217 


CDl 


LEU 




218 


CD2 


LEU 




219 


C 


LEU 




220 


0 


LEU 




221 


N 


LEU 




222 


CA 


LEU 




223 


CB 


LEU 




224 


CG 


LEU 




225 


CDl 


LEU 




226 


CD2 


LEU 




227 


C 


LEU 




228 


0 


LEU 




229 


N 


ARG 



28 


52.682 


-22. 


177 


28 


51.850 


-23. 


328 


28 


50.703 


-23. 


134 


28 


52.409 


-24. 


535 


28 


51.639 


-20. 


788 


28 


50.889 


-21. 


533 


29 


52.333 


-19. 


818 


29 


52.176 


-19. 


579 


29 


53.123 


-18. 


461 


29 


52.498 


-17. 


580 


29 


50.712 


-19. 


158 


29 


50.021 


-19, 


629 


30 


50.239 


-18. 


319 


30 


48.890 


-17, 


763 


30 


48.927 


-16. 


376 


30 


47.593 


-15 


.690 


30 


46.961 


-15 


.499 


30 


47.795 


-14 


.352 


30 


47.731 


-18 


.557 


30 


46.758 


-18 


.876 


31 


47.830 


-18 


.840 


31 


46.793 


-19 


.557 


31 


46.387 


-18 


.738 


31 


44.953 


-18 


.895 


31 


44.349 


-17 


.513 


31 


44.944 


-19 


.712 


31 


47.341 


-20 


.886 


31 


48.538 


-21 


.007 


32 


46.485 


-21 


.880 



22.421 1.00 46.35 

21.928 1.00 51.03 

21.530 1.00 53.49 

21.956 1.00 55.66 

24.201 1.00 37.33 

24.834 1.00 31.98 

24.771 1-00 37.14 

26.188 1.00 35.88 

26.638 1.00 33.82 

27.564 1.00 34.09 

26.376 1.00 33.85 

27.282 1.00 36.33 

25.460 1.00 28.11 

25.505 1.00 23.92 

24.859 1-00 14.38 

24.700 1-00 11.04 

26.069 1.00 12.59 

23.974 1.00 13.47 

24.900 1.00 24.67 

25.586 1.00 20.27 

23.604 1.00 25.98 

22.864 1.00 26.72 

21.643 1.00 28.09 

21.141 1.00 31.75 

20.889 1,00 31.47 

19.870 1.00 30.70 

22.406 1.00 27.45 

22.198 1.00 37.06 

22.222 1.00 27.60 
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230 


CA 


ARG 




231 


CB 


ARG 




232 


CG 


ARG 




233 


CD 


ARG 




234 


NE 


ARG 




235 


CZ 


ARG 




236 


NHl 


ARG 




237 


NH2 


ARG 




238 


C 


ARG 




239 


0 


ARG 




240 


N 


HIS 




241 


CA 


HIS 




242 


CB 


HIS 




243 


CG 


HIS 




244 


CD2 


HIS 




245 


NDl 


HIS 




246 


CEl 


HIS 




247 


NE2 


HIS 




248 


C 


HIS 




249 


0 


HIS 




250 


N 


HIS 




251 


CA 


HIS 




252 


CB 


HIS 




253 


CG 


HIS 




254 


CD2 


HIS 




255 


NDl 


HIS 




256 


CEl 


HIS 




257 


NE2 


HIS 




258 


C 


HIS 



32 


46.963 


-23.188 


32 


46.750 


-24.208 


32 


46.668 


-25.659 


32 


46.596 


-26.609 


32 


47.614 


-26.290 


32 


48.617 


-27.098 


32 


48.751 


-28.290 


32 


49.498 


-26.711 


32 


46.330 


-23.700 


32 


46.925 


-24.524 


33 


45.139 


-23.213 


33 


44.442 


-23.641 


33 


42.953 


-23.794 


33 


42.637 


-24.892 


33 


43-436 


-25.784 


33 


41.346 


-25.199 


33 


41,365 


-26,233 


33 


42.621 


-26.608 


33 


44.637 


-22.637 


33 


43.676 


-22.232 


34 


45.886 


-22.255 


34 


46.250 


-21.284 


34 


47.761 


-21.260 


34 


48.333 


-22.600 


34 


48.895 


-23.078 


34 


48.309 


-23.654 


34 


48.830 


-24.724 


34 


49.194 


-24.399 


34 


45.649 


-21.494 



21.796 1.00 31.35 

22.917 1.00 33.85 

22.465 1.00 44.85 

23.663 1.00 51.74 

24.667 1.00 56.45 

25.014 1.00 59.99 

24.443 1.00 60.21 

25.932 1.00 61.46 

20.502 1.00 33.99 

19.809 1.00 38.04 

20.173 1.00 30.07 

18.967 1.00 29.00 

19.268 1.00 23.73 

20.233 1.00 27.12 

20.868 1.00 25,66 

20.613 1.00 22.82 

21.434 1.00 23.60 

21.604 1,00 24.43 

17.821 1.00 34.47 

17.172 1.00 35.26 

17.572 1.00 37.29 

16.533 1.00 40.45 

16.385 1.00 43.17 

16.057 1.00 48.92 

14.922 1.00 49.02 

16.945 1.00 53.07 

16.373 1,00 50.31 

15.145 1.00 53.13 

15.141 1.00 40,69 
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259 


0 


HIS 


34 


45. 


682 


-20. 


591 


14. 


310 


1. 


00 


42.64 




260 


N 


ASN 


35 


45. 


130 


-22. 


681 


14. 


866 


1. 


00 


40.62 




261 


CA 


ASN 


35 


44. 


558 


-22. 


921 


13. 


556 


1. 


00 


41.61 




262 


CB 


ASN 


35 


44. 


420 


-24. 


420 


13. 


298 


1. 


00 


39.60 




263 


CG 


ASN 


35 


45. 


736 


-25. 


055 


12. 


878 


1. 


00 


42.24 




264 


ODl 


ASN 


35 


46. 


077 


-26. 


152 


13. 


323 


1. 


00 


45.01 




265 


ND2 


ASN 


35 


46. 


488 


-24. 


362 


12. 


024 


1. 


00 


39.61 




266 


C 


ASN 


35 


43. 


217 


-22. 


224 


13. 


382 


1. 


00 


41.88 




267 


0 


ASN 


35 


42. 


741 


-22. 


079 


12. 


261 


1. 


00 


48.58 




268 


N 


MET 


36 


42. 


617 


-21. 


790 


14. 


487 


1. 


00 


39.02 




269 


CA 


MET 


36 


41. 


331 


-21. 


085 


14. 


466 


1, 


00 


34.47 




270 


CB 


MET 


36 


40. 


600 


-21. 


250 


15. 


789 


1, 


00 


38.00 




271 


CG 


MET 


36 


40, 


788 


-22. 


577 


16, 


439 


1, 


00 


38.32 




272 


SD 


MET 


36 


39. 


272 


-23. 


491 


16. 


413 


1. 


.00 


43.98 




273 


CE 


MET 


36 


38, 


050 


-22, 


269 


15, 


969 


1. 


.00 


37.20 




274 


C 


MET 


36 


41 


.542 


-19. 


599 


14. 


266 


1 


.00 


33.18 




275 


0 


MET 


36 


40 


.592 


-18. 


.848 


14. 


.059 


1 


.00 


33.83 




276 


N 


VAL 


37 


42 


.795 


-19 


.180 


14 


.357 


1 


.00 


28.33 




277 


CA 


VAL 


37 


43 


.134 


-17 


.785 


14 


.222 


1 


.00 


30.04 




278 


CB 


VAL 


37 


44 


.152 


-17 


.391 


15 


.307 


1 


.00 


30.45 




279 


CGI 


VAL 


37 


44 


.675 


-15 


.980 


15 


.061 


1 


.00 


33.10 




280 


CG2 


VAL 


37 


43 


.487 


-17 


.485 


16 


.676 


1 


.00 


27.52 




281 


C 


VAL 


37 


43 


.686 


-17 


.529 


12 


.834 


1 


.00 


32.08 




282 


0 


VAL 


37 


44 


.552 


-18 


.254 


12 


.351 


1 


.00 


34.38 




283 


N 


TYR 


38 


43 


.171 


-16 


.498 


12 


.182 


1 


.00 


33.37 




284 


CA 


TYR 


38 


43 


.610 


-16 


.178 


10 


.831 


1 


.00 


32.41 




285 


CB 


TYR 


38 


42 


.694 


-16 


.839 


9 


.805 


1 


.00 


31.04 




286 


CG 


TYR 


38 


41 


.321 


-16 


.218 


9 


.757 


1 


.00 


28.60 




287 


CDl 


TYR 


38 


41 


.058 


-15 


.127 


8 


.934 


1 


.00 


28.40 
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288 


CEl 


TYR 


38 


39.777 - 


-14.582 


8.838 


1.00 27.52 




289 


CD2 


TYR 


38 


40.272 ■ 


-16.746 


10.498 


1.00 27.69 




290 


CE2 


TYR 


38 


38.988 ■ 


-16.207 


10.408 


1.00 26.54 




291 


CZ 


TYR 


38 


38.753 


-15.129 


9.574 


1.00 28.08 




292 


OH 


TYR 


38 


37.487 


-14.617 


9.456 


1.00 33.47 




293 


C 


TYR 


38 


43.611 


-14.691 


10.571 


1.00 30.86 




294 


0 


TYR 


38 


43. 168 


-13.895 


11.404 


1.00 29.91 




295 


N 


ALA 


39 


44.085 


-14.331 


9.384 


1.00 26.58 




296 


CA 


ALA 


39 


44.150 


-12.939 


8.993 


1.00 26.36 




297 


CB 


ALA 


39 


45.583 


-12.441 


9.077 


1.00 21.23 




298 


C 


ALA 


39 


43.596 


-12.759 


7.582 


1.00 30.17 




299 


0 


ALA 


39 


43.787 


-13.615 


6.708 


1.00 29.35 




300 


N 


THR 


40 


42.886 


-11.651 


7.384 


1.00 30.81 




301 


CA 


THR 


40 


42.303 


-11.328 


6.101 


1.00 31.04 




302 


CB 


THR 


40 


41.198 


-10.268 


6.229 


1.00 30.42 




303 


OGl 


THR 


40 


41.743 


-9.070 


6.790 


1.00 29.82 




304 


CG2 


THR 


40 


40.065 


-10.778 


7.099 


1.00 20.31 




305 


C 


THR 


40 


43.402 


-10.782 


5.201 


1.00 33.39 




306 


0 


THR 


40 


44.283 


-10.055 


5.659 


1.00 36.59 




307 


N 


THR 


41 


43.330 


-11.144 


3.923 


1.00 33.19 




308 


CA 


THR 


41 


44.296 


-10.735 


2.915 


1.00 31.53 




309 


CB 


THR 


41 


45.318 


-11.858 


2.642 


1.00 34.00 




310 


OGl 


THR 


41 


44.629 


-13.042 


2.214 


1.00 33.52 




311 


CG2 


THR 


41 


46.105 


-12.178 


3.904 


1.00 37.37 




312 


C 


THR 


41 


43.586 


-10.420 


1.598 


1.00 32.18 




313 


0 


THR 


41 


42.345 


-10.474 


1.518 


1.00 28.34 




314 


N 


SER 


42 


44.395 


-10.097 


0.584 


1.00 30.60 




315 


CA 


SER 


42 


43.950 


-9.755 


-0.776 


1.00 28.87 




316 


CB 


SER 


42 


45.160 


-9.587 


-1.682 


1.00 30.94 
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317 


OG 


SER 




318 


C 


SER 




319 


0 


SER 




320 


N 


ARG 




321 


CA 


ARG 




322 


CB 


ARG 




323 


CG 


ARG 




324 


CD 


ARG 




325 


NE 


ARG 




326 


CZ 


ARG 




327 


NHl 


ARG 




328 


NH2 


ARG 




329 


C 


ARG 




330 


0 


ARG 




331 


N 


SER 




332 


CA 


SER 




333 


CB 


SER 




334 


OG 


SER 




335 


C 


SER 




336 


0 


SER 




337 


N 


ALA 




338 


CA 


ALA 




339 


CB 


ALA 




340 


C 


ALA 




341 


0 


ALA 




342 


N 


GLY 




343 


CA 


GLY 




344 


C 


GLY 




345 


0 


GLY 



42 


45.386 


-8.232 


42 


43.078 


-10.838 


42 


41.975 


-10.598 


43 


43.598 


-12.049 


43 


42.898 


-13.187 


43 


43.474 


-14.464 


43 


44.756 


-14.920 


43 


45.876 


-15.237 


43 


46.643 


-16.436 


43 


47.970 


-16.484 


43 


48.717 


-15.403 


43 


48.557 


-17.623 


43 


41.372 


-13.147 


43 


40.642 


-13.709 


44 


40.892 


-12.478 


44 


39.455 


-12.409 


44 


39.181 


-12.682 


44 


39.495 


-11.568 


44 


38.798 


-11.105 


44 


37.582 


-11.024 


45 


39.612 


-10.101 


45 


39.136 


-8.794 


45 


40.271 


-8.062 


45 


37.948 


-8.906 


45 


37.045 


-8.069 


46 


37.978 


-9.928 


46 


36.913 


-10.115 


46 


35.587 


-10.419 


46 


34.567 


-9.860 



-1.985 1.00 41.09 

-1.386 1.00 25.21 

-1.859 1.00 21.53 

-1.366 1.00 25.12 

-1.922 1.00 24.36 

-1.307 1.00 22.07 

-1.980 1.00 35.37 

-0.980 1.00 43.28 

-1.347 1.00 45.15 

-1.484 1.00 47.79 

-1.289 1.00 48.79 

-1.826 1.00 49.62 

-1.756 1.00 21.27 

-2.575 1.00 21.29 

-0.707 1.00 21.05 

-0.431 1.00 17.85 

1.068 1.00 18.70 

1.885 1.00 24.38 

-0.868 1.00 9.35 

-0.926 1.00 8.69 

-1.170 1.00 6.77 

-1.635 1.00 12.00 

-2.347 1.00 10.65 

-2.595 1.00 16.23 

-2.600 1.00 24.10 

-3.437 1.00 19.30 

-4.391 1.00 19.54 

-3.738 1.00 20.90 

-4.135 1.00 23.71 
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346 


N 


LEU 




347 


CA 


LEU 




348 


CB 


LEU 




349 


CG 


LEU 




350 


CDl 


LEU 




351 


CD2 


LEU 




352 


C 


LEU 




353 


0 


LEU 




354 


N 


ARG 




355 


CA 


ARG 




356 


CB 


ARG 




357 


CG 


ARG 




358 


CD 


ARG 




359 


NE 


ARG 




360 


CZ 


ARG 




361 


NHl 


ARG 




362 


NH2 


ARG 




363 


C 


ARG 




364 


0 


ARG 




365 


N 


GLN 




366 


CA 


GLN 




367 


CB 


GLN 




368 


CG 


GLN 




369 


CD 


GLN 




370 


OEl 


GLN 




371 


NE2 


GLN 




372 


C 


GLN 




373 


0 


GLN 




374 


N 


LYS 





# ^ 11- 


-19 2^ 


47 


35.592 


-11.319 


47 


34.369 


-11.688 


47 


34.678 


-12.655 


47 


34.891 


-14.108 


47 


36.076 


-14.203 


47 


35.114 


-14.946 


47 


33.739 


-10.428 


47 


32.527 


-10.206 


48 


34.577 


-9.589 


48 


34.102 


-8.359 


48 


35.257 


-7.600 


48 


34.848 


-6.275 


48 


33.665 


-6.451 


48 


33.968 


-7.332 


48 


33.971 


-6.954 


48 


33.684 


-5.697 


48 


34.265 


-7.840 


48 


33.426 


-7,448 


48 


32.389 


-6.861 


49 


34.033 


-7.336 


49 


33.551 


-6.474 


49 


34.394 


-6.691 


49 


35.392 


-5.599 


49 


36.457 


-6.046 


49 


36.875 


-5.290 


49 


36.903 


-7.287 


49 


32.097 


-6.705 


49 


31.370 


-5.769 


50 


31.658 


-7.951 



8 8 

-2.755 1.00 22.91 

-2.058 1.00 19.97 

-0.931 1.00 23.98 

-1.336 1.00 27.07 

-2.281 1.00 26.74 

-0.092 1.00 23.16 

-1.484 1.00 22.24 

-1.604 1.00 25.16 

-0.888 1.00 17.98 

-0.289 1.00 19.39 

0.361 1-00 22.15 

0.991 1.00 25.34 

1.924 1.00 31.73 

3.052 1.00 41.05 

4.332 1.00 44.95 

4.672 1.00 44.28 

5.279 1.00 45.69 

-1.280 1.00 18.00 

-0.978 1.00 13.22 

-2.459 1.00 19.75 

-3.531 1.00 17.34 

-4.778 1.00 23.31 

-5.057 1.00 25.70 

-6.035 1.00 32.79 

-6.915 1.00 32.01 

-5.887 1.00 35.96 

-3.869 1.00 20.93 

-4.200 1.00 25.69 

-3.782 1.00 20.84 
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375 


CA 


LYS 




376 


CB 


LYS 




377 


CG 


LYS 




378 


CD 


LYS 




379 


CE 


LYS 




380 


NZ 


LYS 




381 


C 


LYS 




382 


0 


LYS 




383 


N 


LYS 




384 


CA 


LYS 




385 


CB 


LYS 




386 


CG 


LYS 




387 


CD 


LYS 




388 


CE 


LYS 




389 


NZ 


LYS 




390 


C 


LYS 




391 


0 


LYS 




392 


N 


VAL 




393 


CA 


VAL 




394 


CB 


VAL 




395 


CGI 


VAL 




396 


CG2 


VAL 




397 


C 


VAL 




398 


0 


VAL 




399 


N 


THR 




400 


CA 


THR 




401 


CB 


THR 




402 


OGl 


THR 




403 


CG2 


THR 







J. *J ^ 


50 


30.276 


-8.271 


50 


30.129 


-9.775 


50 


31.351 


-10.432 


50 


31.347 


-10.361 


50 


32.689 


-9.833 


50 


32.553 


-8.461 


50 


29.288 


-7.848 


50 


28.196 


-7.349 


51 


29.667 


-8.052 


51 


28.786 


-7.733 


51 


29.338 


-8.347 


51 


29.772 


-9.809 


51 


31.099 


-10.036 


51 


30.917 


-10.860 


51 


29.487 


-11.221 


51 


28.637 


-6.239 


51 


27.693 


-5.757 


52 


29.574 


-5.505 


52 


29.605 


-4.063 


52 


31.070 


-3.649 


52 


31.729 


-3.212 


52 


31.131 


-2.603 


52 


29.024 


-3.279 


52 


28.875 
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9.472 1.00 10.38 

10.370 1.00 16.98 

8.269 1.00 11.90 
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11.562 20.246 9.586 1.00 23.22 

10.590 18.617 10.649 1.00 18.03 

15.375 19.216 11.196 1.00 10.59 

15.927 20.137 11.785 1.00 17.43 

15.805 17.959 11.254 1.00 12.05 
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73 


23.894 


26.740 


74 


23.584 


24.524 


74 


24.567 


24.286 


74 


24.415 


22.877 


74 


23.611 


22.800 


74 


24.208 


23.672 


74 


24.525 


22.850 


74 


23.999 


23.451 


74 


25.948 


24.434 


74 


26.835 


25.098 


75 


26.127 


23.827 


75 


27.414 


23.873 


75 


27.379 


23.020 


75 


27.834 


25.276 


75 


29.024 


25.569 


76 


26.847 


26.133 


76 


27.095 


27.505 


76 


25.829 


28.114 


76 


25.166 


28.921 


76 


27.534 


28.277 


76 


27.652 


29.502 


77 


27.796 


27.534 


77 


28.225 


28.105 


77 


27.400 


27.476 


77 


26 580 


28.490 


77 


28.276 


26.812 


77 


29.718 


27.836 


77 


30.334 


28.257 



14.770 1.00 25.80 

15.250 1.00 27.15 

15.174 1.00 28.16 

16.216 1.00 25.53 

16.808 1.00 26.08 

18.116 1.00 29.43 

19.232 1.00 31.87 

20.490 1.00 36.37 

21.763 1.00 37.56 

15.599 1.00 27.65 

16.164 1.00 28.65 

14.428 1.00 22.91 

13.754 1.00 20.17 

12.538 1.00 21.44 

13.371 1.00 21.91 

13.279 1.00 22.39 

13.144 1.00 24.75 

12.751 1.00 26.04 

12.164 1.00 27.50 

13.119 1.00 27.03 

13.975 1.00 29.40 

13.950 1.00 30.52 

15.041 1.00 29.85 

16.304 1.00 29.93 

17.436 1.00 28.64 

18.021 1.00 28.24 

18.471 1.00 22.34 

16.486 1.00 29.10 

17.462 1.00 23.31 
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608 
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610 
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615 
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LYS 
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626 


C 


ALA 
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CG 
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632 


CD 


LYS 




633 


CE 


LYS 




634 


NZ 


LYS 




635 


C 


LYS 



78 


30. 


292 


27.159 


78 


31. 


698 


26.785 


78 


31. 


869 


25.319 


78 


33. 


326 


24.954 


78 


31. 


130 


24.389 


78 


32. 


623 


27.664 


78 


32. 


320 


28.012 


79 


33. 


742 


28.053 


79 


34. 


746 


28.820 


79 


35. 


109 


30.116 


79 


36. 


261 


30.890 


79 


36. 


018 


32.411 


79 


37. 


339 


33.186 


79 


37. 


140 


34.666 


79 


35. 


933 


27.862 


79 


36. 


405 


27.444 


80 


36. 


.367 


27.466 


80 


37 


.488 


26.564 


80 


37 


.036 


25.260 


80 


38 


.512 


27.270 


80 


38 


.201 


28.228 


81 


39 


.745 


26.810 


81 


40 


.744 


27.473 


81 


41 


.551 


28.417 


81 


40 


.696 


29.521 


81 


41 


.090 


30.929 


81 


39 


.866 


31.788 


81 


40 


.061 


33.259 


81 


41 


.637 


26.476 



15.500 1.00 28.73 

15.522 1.00 28.31 

15.059 1.00 22.98 

14.999 1.00 24.21 

16.008 1.00 27.29 

14.682 1.00 30.31 

13.547 1.00 31.32 

15.276 1.00 32.75 

14.567 1.00 34.72 

15.296 1.00 33.13 

14.628 1.00 35.72 

14.590 1.00 35.69 

14.505 1.00 33,64 

14.643 1.00 29.37 

14.567 1.00 34.91 

15.617 1.00 39.77 

13.383 1.00 32.01 

13.247 1.00 31.60 

12.609 1-00 33.03 

12.370 1.00 31.62 

11.672 1.00 30.86 

12.403 1.00 32.87 

11.605 1.00 39.04 

12.508 1.00 44.98 

13.164 1-00 48.22 

12.696 1-00 53.93 

12.344 1.00 60.46 

12.607 1.00 55.43 

10.884 1.00 36.02 
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41. 


836 
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00 


36.54 




637 


N 


LEU 
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00 


38.69 
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43. 


019 


25. 
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8.971 
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00 
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277 
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530 
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1. 


.00 


38.50 
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CG 


LEU 


82 
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827 


27. 


943 


7.506 


1, 


.00 


42.05 




641 


GDI 


LEU 


82 


45. 


345 


27. 


892 


7.518 


1 


.00 


43.62 
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GD2 


LEU 


82 


43. 


318 


28. 


622 


6.236 


1 


.00 


44.00 
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LEU 


82 


44. 


320 


25. 


815 


9.713 
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.00 


40.84 




644 


0 


LEU 


82 


44. 


833 
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772 


10.275 


1 


.00 


45.86 
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LEU 


83 


44. 


846 


24. 


600 


9.725 


1 


.00 


42.05 




646 


GA 


LEU 


83 


46. 


093 


24. 


318 


10.412 


1 


.00 


42.03 




647 


GB 


LEU 


83 


46. 


077 


22, 


891 


10.955 


1 


.00 


45.18 




648 


GG 


LEU 


83 


45. 


682 


22. 


763 


12.428 


1 


.00 


44.22 




649 


GDI 


LEU 


83 


44, 


252 


23. 


218 


12.603 
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.00 


40.69 




650 


GD2 


LEU 


83 


45. 


866 


21. 


324 


12.894 
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.00 


48.10 
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47, 


296 
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9.503 
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.00 


42.56 
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LEU 


83 


47. 


434 


23. 


788 


8.500 
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.00 


45.28 
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SER 


84 


48. 
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25. 


423 


9.862 
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.00 


41.78 
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SER 


84 


49. 


377 


25. 


.676 


9.076 
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.00 


43.36 




655 
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SER 


84 


50. 


366 


26 


.533 


9.858 


1 


.00 


41.89 




656 
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SER 


84 


51 


.163 


25 


.696 


10.675 
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.00 


46.93 
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.049 


24 


.355 


8.742 
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.00 
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.926 
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.387 
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45.37 
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.757 
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7.615 
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.00 


42.65 
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85 


51 


.465 


23 


.139 


7.159 


1 


.00 


40.02 




661 


GB 


VAL 


85 


52 


.556 


23 


.492 


6.143 


1 


.00 


40.79 




662 


GGl 


VAL 


85 


52 


.603 


22 


.432 


5.039 


1 


.00 


31.56 




663 


GG2 


VAL 


85 


52 


.326 


24 


.898 


5.623 


1 


.00 


37.48 
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G 


VAL 


85 


52 


.158 


22 


.399 


8.283 


1 


.00 


38.35 
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666 
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GLU 




667 


CA 


GLU 




668 


CB 


GLU 
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GLU 




670 
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671 
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GLU 
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GLU 




675 


N 


GLU 




676 
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CB 
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678 
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680 


OEl 


GLU 
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CYS 
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CYS 




692 


SG 


CYS 
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CYS 



85 


51.895 


21.223 


86 


53.068 


23.105 


86 


53.849 


22.565 


86 


54.530 


23.718 


86 


55.543 


23.273 


86 


56.202 


24.449 


86 


56.415 


25.499 


86 


56.509 


24.322 


86 


53.003 


21.730 


86 


53.314 


20.558 


87 


51.938 


22.336 


87 


51.050 


21.648 


87 


49.897 


22.558 


87 


50.218 


24.031 


87 


49.103 


24.781 


87 


48.904 


24.535 


87 


48.418 


25.605 


87 


50.462 


20.413 


87 


50.352 


19.343 


88 


50.069 


20.582 


88 


49.484 


19.509 


88 


49.147 


20.011 


88 


50.455 


18.345 


88 


50.087 


17.202 


89 


51.700 


18.637 


89 


52.734 


17.598 


89 


54.068 


18.195 


89 


54.037 


19.133 


89 


52.935 


16.940 



8.515 1.00 35.15 

8.945 1.00 41.71 

10.053 1.00 46.68 

10.804 1.00 49.13 

11.850 1.00 53.84 

12.557 1.00 57.61 

11.906 1.00 57.48 

13.763 1.00 55.26 

11.024 1.00 45.28 

11.286 1.00 45.42 

11.550 1.00 41.57 

12.480 1.00 40.92 

12.911 1.00 43.41 

13.033 1.00 43.17 

13.736 1.00 48.23 

14.947 1.00 51.88 

13.085 1.00 45.74 

11.815 1.00 40.01 

12.424 1.00 41.18 

10.557 1.00 37.93 

9.787 1.00 32.05 

8.399 1.00 38.95 

9.719 1.00 30.85 

10.001 1.00 30.25 

9.353 1.00 33.20 

9.253 1.00 35.92 

8.781 1.00 37.45 

7.232 1.00 39.47 

10.618 1.00 34.78 
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714 


CB 


THR 




715 


OGl 


THR 
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720 
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PRO 
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PRO 



89 


53.176 


15.735 


90 


52.832 


17.752 


90 


52.989 


17.281 


90 


52.757 


18.446 


90 


53.894 


19.470 


90 


53.742 


20.377 


90 


53.888 


21.857 


90 


54.520 


22.655 


90 


52.009 


16.141 


90 


52.411 


15.076 


91 


50.727 


16.361 


91 


49.706 


15.336 


91 


48.299 


15.909 


91 


47.937 


17.261 


91 


46.491 


17.609 


91 


48.149 


17.208 


91 


49.894 


14.045 


91 


49.156 


13.060 


92 


50.889 


14.031 


92 


51.079 


12.858 


92 


51.677 


13.241 


92 


50.954 


14.357 


92 


51.604 


12.057 


92 


51.904 


11.743 


92 


53.055 


11.937 


93 


51.315 


10.541 


93 


49.962 


10.222 


93 


51.984 


9.382 


93 


50.877 


8.338 



10.710 1.00 28.20 

11.670 1.00 36.61 

13.042 1.00 35.73 

14.004 1.00 40.25 

14.056 1.00 39.78 

15.285 1.00 40.47 

14.931 1.00 40,65 

16.026 1.00 37.75 

13.349 1.00 34.09 

13.823 1.00 33.58 

13.067 1.00 30.64 

13.317 1.00 31.32 

13.041 1.00 29.65 

13.661 1.00 29.77 

13.371 1.00 27.02 

15.150 1.00 28.96 

12.495 1.00 29.18 

12.669 1.00 24.10 

11.616 1.00 28.58 

10.777 1.00 28.44 

9.420 1.00 28.48 

8.884 1.00 22.03 

8.458 1.00 18.87 

11.397 1.00 30.83 

11.790 1.00 27.27 

11.470 1.00 30.23 

10.983 1.00 26.81 

12.047 1.00 31.46 

12.157 1.00 27.95 



ailE# 2000-3060987 





723 


CG 


PRO 




724 


C 


PRO 




725 


0 


PRO 


mf- 


726 


N 


PRO 


m'f' 


727 


CD 


PRO 


m^f- 


728 


CA 


PRO 


m'f' 


729 


CB 


PRO 




730 


CG 


PRO 




731 


C 


PRO 




732 


0 


PRO 




733 


N 


HIS 




734 


CA 


HIS 




735 


CB 


HIS 




736 


CG 


HIS 




737 


CD2 


HIS 




738 


NDl 


HIS 




739 


CEl 


HIS 




740 


NE2 


HIS 




741 


C 


HIS 




742 


0 


HIS 




743 


N 


SER 




744 


CA 


SER 




745 


CB 


SER 




746 


OG 


SER 




747 


C 


SER 




748 


0 


SER 




749 


N 


ALA 




750 


CA 


ALA 




751 


CB 


ALA 
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93 


49.875 


8.737 


93 


53.137 


8.920 


93 


53.051 


8.926 


94 


54.247 


8.526 


94 


54.416 


8.532 


94 


55.455 


8.046 


94 


56.553 


8.167 


94 


55.882 


8.755 


94 


55.256 


6.610 


94 


56.194 


5.814 


95 


54.017 


6.286 


95 


53.654 


4.946 


95 


52.855 


4.220 


95 


53.629 


3.970 


95 


53.856 


4.756 


95 


54,292 


2.785 


95 


54.895 


2.851 


95 


54.647 


4.036 


95 


52.799 


5.030 


95 


52.527 


4.016 


96 


52.372 


6.244 


96 


51.531 


6.472 


96 


51.193 


7.963 


96 


49.841 


8.210 


96 


52.163 


5.979 


96 


53.388 


5,939 


97 


51.307 


5.593 


97 


51.756 


5.121 


97 


50.561 


4.674 



11.148 


1. 


00 


27.44 


11.195 


1. 


00 


38.55 


9,968 


1. 


00 


42.88 


11.839 


1. 


00 


44.22 


13.302 


1. 


00 


42.29 


11.158 


1. 


00 


45.63 


12.220 


1. 


00 


44.07 


13.454 


1. 


00 


41,67 


10.710 


1. 


00 


50,09 


10.691 


1. 


00 


54.82 


10.364 


1. 


00 


53.67 


9.913 


1. 


00 


57.80 


11.006 


1. 


00 


63.80 


12.260 


1. 


00 


69.07 


13.340 


1. 


00 


72.38 


12.501 


1. 


00 


71.73 


13.675 


1 


.00 


73.76 


14.205 


1 


.00 


75.05 


8.645 


1 


.00 


55.40 


7.999 


1 


.00 


55.81 


8.305 


1 


.00 


53.91 


7.133 


1 


.00 


52.92 


7.003 


1 


.00 


50.23 


7.345 


1 


.00 


52.35 


5.835 


1 


.00 


51.06 


5.698 


1 


.00 


49.44 


4.890 


1 


.00 


49.46 


3.591 


1 


.00 


45.65 


2.764 


1 


.00 


44.44 
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752 


C 


ALA 




753 


0 


ALA 




754 


N 


LYS 




755 


CA 


LYS 




756 


CB 


LYS 




757 


CG 


LYS 




758 


CD 


LYS 




759 


CE 


LYS 




760 


NZ 


LYS 




761 


C 


LYS 




762 


0 


LYS 




763 


N 


SER 




764 


CA 


SER 




765 


CB 


SER 




766 


OG 


SER 




767 


C 


SER 




768 


0 


SER 




769 


N 


LYS 




770 


CA 


LYS 




771 


CB 


LYS 




772 


CG 


LYS 




773 


CD 


LYS 




774 


CE 


LYS 




775 


NZ 


LYS 




776 


C 


LYS 




777 


0 


LYS 




778 


N 


PHE 




779 


CA 


PHE 




780 


CB 


PHE 



97 


52.468 


6.294 


97 


51.954 


7.416 


98 


53.649 


6.043 


98 


54.407 


7.113 


98 


55.803 


6.637 


98 


55.893 


5.176 


98 


57.225 


4.882 


98 


57.951 


3.666 


98 


59.091 


4.017 


98 


53.682 


7.669 


98 


52.762 


7.048 


99 


54.094 


8.860 


99 


53.502 


9.535 


99 


53.896 


11.017 


99 


53.532 


11.664 


99 


54.015 


8.874 


99 


55.129 


8.339 


100 


53.199 


8.895 


100 


53.610 


8.314 


100 


52.384 


7.997 


100 


51.381 


7.066 


100 


50.672 


6.138 


100 


49.883 


6.929 


100 


48.395 


6.748 


100 


54.470 


9.372 


100 


54.808 


9.277 


101 


54.825 


10.388 


101 


55.625 


11.482 


101 


54.877 


12.805 



2.925 1.00 42.76 

2.924 1.00 40.92 

2.370 1.00 41.52 

1.740 1.00 42.05 

1.325 1.00 45.33 

0.910 1.00 52.15 

0.200 1.00 55.56 

0.803 1.00 60.84 

1.720 1.00 57.80 

0.540 1.00 40.45 

0.009 1.00 38.78 

0.131 1.00 39.53 

-1.019 1.00 38.92 

-1.007 1.00 37.52 

-2.210 1.00 39.62 

-2.290 1.00 38.92 

-2.320 1.00 37.85 

-3.335 1.00 38.61 

-4.603 1.00 38.93 

-5.472 1.00 39.20 

-4.797 1.00 41.56 

-5.782 1.00 42.55 

-6.824 1.00 46.92 

-6.711 1.00 45,76 

-5.272 1.00 36.95 

-6.444 1.00 41.42 

-4.503 1.00 36.94 

-5.018 1.00 36.82 

-4.833 1.00 38.05 
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796 


CG 
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797 


CDl 


TYR 
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TYR 




799 


CD2 


TYR 




800 
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TYR 




801 


CZ 


TYR 
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OH 


TYR 




803 
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TYR 




804 


0 


TYR 




805 
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GLY 




806 


CA 


GLY 




807 


C 


GLY 




808 


0 


GLY 




809 


N 


ALA 



101 


53.559 


12.877 


101 


52.392 


12.400 


101 


53.480 


13.455 


101 


51.164 


12.499 


101 


52.254 


13.560 


101 


51.095 


13.079 


101 


57.015 


11.600 


101 


57.520 


12.708 


102 


57.625 


10.479 


102 


58.973 


10.550 


102 


59,210 


10.698 


102 


60.090 


10.035 


103 


58.446 


11.559 


103 


58.609 


11.784 


103 


58.399 


13.270 


103 


56.984 


13.746 


103 


56.087 


13.896 


103 


54.774 


14.281 


103 


56.522 


14.003 


103 


55.208 


14.389 


103 


54.343 


14.518 


103 


53.031 


14.835 


103 


57.665 


10.942 


103 


56.492 


10.797 


104 


58.191 


10.408 


104 


57.394 


9.589 


104 


56.983 


10.318 


104 


57.114 


11.548 


105 


56.508 


9.550 



-5.566 1.00 41.28 

-4.977 1.00 43.57 

-6.827 1.00 44.60 

-5.630 1.00 41.45 

-7.489 1.00 46.72 

-6.883 1.00 43.73 

-4.397 1.00 35-89 

-4.234 1.00 36.78 

-4.029 1.00 32.70 

-3.491 1.00 37.31 

-1.998 1.00 40.11 

-1.452 1.00 43.81 

-1.334 1.00 39.26 

0.096 1.00 35,00 

0.409 1.00 38.56 

0.170 1.00 43.82 

1.231 1.00 44.08 

1.009 1.00 39.21 

-1.123 1.00 41.55 

-1.350 1.00 38.72 

-0.281 1.00 39.56 

-0.515 1.00 37.93 

0.951 1.00 32.59 

0.632 1.00 29.69 

2.052 1.00 32.00 

2.952 1.00 25.84 

4.223 1.00 25.38 

4.312 1.00 24.18 

5.209 1.00 24.20 
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810 


CA 


ALA 


105 


56.037 


10.080 


6.494 


1.00 23.76 




811 


CB 


ALA 


105 


55.611 


8.922 


7.407 


1.00 26.92 




812 


C 


ALA 


105 


57.011 


10.984 


7.234 


1.00 24.90 




813 


0 


ALA 


105 


56.660 


12.095 


7.592 


1.00 25.76 




814 


N 


LYS 


106 


58.233 


10.516 


7.461 


1.00 30.07 




815 


CA 


LYS 


106 


59.236 


11.306 


8.177 


1.00 33.58 




816 


CB 


LYS 


106 


60.552 


10.538 


8.272 


1.00 35.25 




817 


CG 


LYS 


106 


60.434 


9.081 


8.660 


1.00 37.37 




818 


CD 


LYS 


106 


61.755 


8.348 


8.415 


1.00 39.21 




819 


CE 


LYS 


106 


62.944 


9.043 


9.098 


1.00 42.05 




820 


NZ 


LYS 


106 


63.712 


9.962 


8.187 


1.00 45.24 




821 


C 


LYS 


106 


59.510 


12.683 


7.554 


1.00 38.58 




822 


0 


LYS 


106 


59.422 


13.715 


8.236 


1.00 41.15 




823 


N 


ASP 


107 


59.853 


12.704 


6.268 


1.00 38.63 




824 


CA 


ASP 


107 


60.118 


13.969 


5.594 


1.00 38.65 




825 


CB 


ASP 


107 


60.298 


13.752 


4.096 


1.00 40.04 




826 


CG 


ASP 


107 


61.279 


12.671 


3.798 


1.00 40.25 




827 


ODl 


ASP 


107 


60.843 


11.515 


3.609 


1.00 44.96 




828 


0D2 


ASP 


107 


62.486 


12.982 


3.772 


1.00 40.23 




829 


C 


ASP 


107 


58.950 


14.903 


5.832 


1.00 38.71 




830 


0 


ASP 


107 


59.133 


16.118 


5.913 


1.00 40.03 




831 


N 


VAL 


108 


57.754 


14.323 


5.938 


1.00 38.49 




832 


CA 


VAL 


108 


56.544 


15.093 


6.190 


1.00 39.25 




833 


CB 


VAL 


108 


55.254 


14.240 


6.177 


1.00 38.78 




834 


CGI 


VAL 


108 


54.088 


15.088 


6.680 


1.00 36.21 




835 


CG2 


VAL 


108 


54.968 


13.715 


4.776 


1.00 38.69 




836 


C 


VAL 


108 


56.639 


15.698 


7.570 


1.00 40.88 




837 


0 


VAL 


108 


56.140 


16.798 


7.798 


1.00 42.42 




838 


N 


ARC 


109 


57.259 


14.982 


8.501 


1.00 39.54 
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839 


CA 


ARG 


109 


57.375 


15.533 


9.839 


1.00 44.71 




840 


CB 


ARG 


109 


57.485 


14.429 


10.897 


1.00 44.04 




841 


CG 


ARG 


109 


57.175 


14.978 


12.297 


1.00 46.40 




842 


CD 


ARG 


109 


57.340 


13.959 


13.411 


1.00 46.18 




843 


NE 


ARG 


109 


56.074 


13.345 


13.797 


1.00 40.34 




844 


CZ 


ARG 


109 


55.647 


12.189 


13.307 


1.00 43.34 


mi- 


845 


NHl 


ARG 


109 


56.390 


11.536 


12.418 


1.00 44.24 




846 


NH2 


ARG 


109 


54.488 


11.682 


13.701 


1.00 39.95 




847 


C 


ARG 


109 


58.557 


16.492 


9.979 


1.00 44.27 




848 


0 


ARG 


109 


58-488 


17.464 


10.733 


1.00 45.55 




849 


N 


ASN 


110 


59.628 


16.237 


9.235 


1.00 42.68 




850 


CA 


ASN 


110 


60.813 


17.080 


9.318 


1.00 41.58 




851 


CB 


ASN 


110 


62.028 


16.327 


8.776 


1.00 42.25 




852 


CG 


ASN 


110 


62.223 


14.976 


9.444 


1.00 43.61 




853 


ODl 


ASN 


110 


61.431 


14.562 


10.297 


1.00 43.54 




854 


ND2 


ASN 


110 


63.282 


14.277 


9.055 


1.00 49.56 




855 


C 


ASN 


110 


60.675 


18.411 


8.594 


1.00 40.58 




856 


0 


ASN 


110 


61.528 


19.289 


8.737 


1.00 40.24 




857 


N 


LEU 


111 


59.600 


18.560 


7.828 


1.00 39.98 




858 


CA 


LEU 


111 


59.350 


19.787 


7.061 


1.00 40.96 




859 


CB 


LEU 


111 


59.470 


21.027 


7.981 


1.00 43.73 




860 


CG 


LEU 


111 


58.245 


21.493 


8.806 


1.00 44.77 




861 


CDl 


LEU 


111 


58.270 


23.014 


8.942 


1.00 43.32 




862 


CD2 


LEU 


111 


56.932 


21.055 


8.136 


1.00 43.76 




863 


C 


LEU 


111 


60.313 


19.903 


5.861 


1.00 36.53 




864 


0 


LEU 


111 


60.836 


20.974 


5.581 


1.00 33.61 




865 


N 


SER 


112 


60.521 


18.784 


5.161 


1.00 37.08 




866 


CA 


SER 


112 


61.408 


18.702 


3.993 


1.00 37.95 




867 


CB 


SER 


112 


61.636 


17.239 


3.620 


1.00 35.33 
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868 


OG 


SER 




869 


C 


SER 




870 


0 


SER 




871 


N 


SER 




872 


CA 


SER 




873 


CB 


SER 




874 


OG 


SER 




875 


C 


SER 




876 


0 


SER 




877 


N 


LYS 




878 


CA 


LYS 




879 


CB 


LYS 




880 


CG 


LYS 




881 


CD 


LYS 




882 


CE 


LYS 




883 


NZ 


LYS 




884 


C 


LYS 




885 


0 


LYS 




886 


N 


ALA 




887 


CA 


ALA 




888 


CB 


ALA 




889 


C 


ALA 




890 


0 


ALA 




891 


N 


VAL 




892 


CA 


VAL 




893 


CB 


VAL 




894 


CGI VAL 




895 


CG2 VAL 




896 


C 


VAL 



112 


61.881 


16.443 


112 


60.896 


19.451 


112 


59.685 


19.503 


113 


61.821 


20.017 


113 


61.442 


20.762 


113 


62.692 


21.302 


113 


63.534 


20.272 


113 


60.580 


19.920 


113 


59.622 


20.429 


114 


60.899 


18.636 


114 


60.102 


17.811 


114 


60.759 


16.434 


114 


61.015 


15.611 


114 


62.256 


14.721 


114 


61.916 


13,233 


114 


61.253 


12.772 


114 


58.708 


17.650 


114 


57.705 


17.668 


115 


58.645 


17.515 


115 


57.363 


17.346 


115 


57.576 


16.838 


115 


56.540 


18.623 


115 


55.506 


18.710 


116 


56.997 


19.633 


116 


56.208 


20.850 


116 


56.807 


21.875 


116 


57.757 


21.178 


116 


57.486 


23.011 


116 


55.982 


21.526 



4.772 1.00 40.02 
2.758 1.00 42.04 
2.507 1.00 43.96 
1.979 1.00 42.58 
0.777 1.00 42.22 
0.038 1.00 39.75 
-0.463 1.00 37.28 
-0.174 1.00 41.06 
-0.761 1.00 36.23 
-0.320 1.00 37.37 
-1.219 1.00 37.95 
-1.449 1.00 39.06 
-0.194 1.00 43.80 
-0.361 1.00 44.68 
-0.326 1.00 45.40 
-1.592 1.00 45.38 
-0.630 1.00 33.14 
-1.348 1.00 29.12 

0.688 1.00 30.70 

1.351 1.00 27.33 

2.757 1.00 29.72 

1.370 1.00 25.15 

0.720 1.00 25.23 

2.091 1.00 25.45 

2.160 1.00 29.58 

3.170 1.00 31.94 

4.135 1.00 30.62 

2.432 1.00 32.05 

0.814 1.00 30.56 
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897 


0 


VAL 




898 


N 


ASN 




899 


CA 


ASN 




900 


CB 


ASN 




901 


CG 


ASN 




902 


ODl 


ASN 




903 


ND2 


ASN 




904 


C 


ASN 




905 


0 


ASN 




906 


N 


HIS 




907 


CA 


HIS 




908 


CB 


HIS 


M^- 


909 


CG 


HIS 




910 


CD2 


HIS 




911 


NDl 


HIS 




912 


CEl 


HIS 




913 


NE2 


HIS 




914 


C 


HIS 




915 


0 


HIS 




916 


N 


ILE 




917 


CA 


ILE 




918 


CB 


ILE 




919 


CG2 


ILE 




920 


CGI 


ILE 




921 


CDl 


ILE 






r 


ILE 




923 


0 


ILE 




924 


N 


HIS 




925 


CA 


HIS 



116 


55.136 


22.424 


117 


56.741 


21.107 


117 


56.585 


21.673 


117 


57.845 


21.486 


117 


58.738 


22.691 


117 


58.260 


23.812 


117 


60.044 


22.477 


117 


55.416 


20.997 


117 


54.545 


21.674 


118 


55.383 


19.665 


118 


54.260 


18.959 


118 


54.415 


17.447 


118 


53.374 


16.692 


118 


53.242 


16.450 


118 


52.283 


16.106 


118 


51.524 


15.536 


118 


52.083 


15.732 


118 


52.985 


19.387 


118 


51.999 


19.755 


119 


53.007 


19.358 


119 


51.830 


19.758 


119 


52.118 


19.945 


119 


50.793 


20.085 


119 


52.950 


18.796 


119 


52.759 


17.472 


119 


51.294 


21.100 


119 


50.091 


21.243 


120 


52.178 


22.079 


120 


51.754 


23.406 



5 0 



0.691 1.00 31.18 

0.197 1.00 34.10 

1.534 1.00 28.81 

-2.352 1.00 30.56 

■2.281 1.00 34.70 

-2.089 1.00 33.31 

-2.421 1.00 34.40 

-2.214 1.00 30.73 

-2.774 1.00 32.39 

-2.168 1.00 28.42 

-2-757 1.00 29.70 

-2.645 1.00 30.32 

-3.412 1.00 33.54 

-4.740 1.00 35.37 

-2.809 1.00 36.29 

-3.729 1.00 34.25 

-4.910 1.00 34.76 

-2.032 1.00 29.99 

-2.677 1.00 29.65 

-0.696 1.00 27.46 

0.078 1.00 24.42 

1.620 1.00 24.65 

2.361 1.00 20.54 

2.211 1.00 17,58 

1.551 1.00 15.70 
-0.437 1.00 25.51 
-0.673 1.00 29,09 
-0.617 1.00 23.27 
-1.O80 1.00 28.30 
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926 


CB 


HIS 


m'f 


927 


CG 


HIS 




928 


CD2 


HIS 


m^f 


929 


NDl 


HIS 




930 


CEl 


HIS 




931 


NE2 


HIS 




932 


C 


HIS 




933 


0 


HIS 




934 


N 


SER 




935 


CA 


SER 




936 


CB 


SER 




937 


OG 


SER 




938 


C 


SER 




939 


0 


SER 




940 


N 


VAL 




941 


CA 


VAL 




942 


CB 


VAL 




943 


CGI 


VAL 




944 


CG2 


VAL 




945 


C 


VAL 




946 


0 


VAL 




947 


N 


TRP 




948 


CA 


TRP 




949 


CB 


TRP 




950 


CG 


TRP 




951 


CD2 


TRP 




952 


CE2 


TRP 




953 


CE3 


TRP 




954 


CDl 


TRP 



120 


52.927 


24.401 


120 


53.039 


25.200 


120 


52.237 


26.162 


120 


54.108 


25.086 


120 


53.961 


25.944 


120 


52.834 


26.610 


120 


51.190 


23.321 


120 


50.467 


24.209 


121 


51.524 


22.236 


121 


51.071 


22.030 


121 


52.001 


21.055 


121 


51.649 


19.736 


121 


49.642 


21.512 


121 


48.781 


22.064 


122 


49.397 


20.448 


122 


48.061 


19.871 


122 


47.981 


18.827 


122 


46.710 


18.056 


122 


49.175 


17.901 


122 


47.122 


21.014 


122 


46.080 


21.214 


123 


47.518 


21.778 


123 


46.736 


22.905 


123 


47.474 


23.584 


123 


46.631 


24.562 


123 


45.661 


24.270 


123 


45.100 


25.507 


123 


45.205 


23.086 


123 


46.620 


25.922 



-1.069 1.00 30.07 

0.197 1.00 33.49 

0.719 1.00 35.05 

1.063 1.00 30.46 

2.057 1.00 34.16 

1.872 1.00 30.63 

-2.483 1.00 27.89 

-2.934 1.00 28.53 

-3.163 1.00 27.55 

-4.517 1.00 28.43 

-5.219 1.00 29.05 

-4.876 1.00 39.03 

-4.531 1.00 29.23 

-5.234 1.00 27.16 

-3.765 1.00 24.86 

-3.671 1.00 19.27 

-2.557 1.00 18.10 

-2.670 1.00 19.73 

-2.612 1.00 14.09 

-3.306 1.00 24.73 

-3.937 1.00 29.01 

-2.294 1.00 24.11 

-1.817 1.00 23.68 

-0.658 1.00 21.51 

0.083 1.00 24.63 

1.100 1.00 24.83 

1.512 1.00 26.60 

1.703 1.00 21.62 

-0.076 1.00 25.58 
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955 


NEl 


TRP 




956 


CZ2 


TRP 




957 


CZ3 


TRP 




958 


CH2 


TRP 




959 


C 


TRP 




960 


0 


TRP 




961 


N 


LYS 




962 


CA 


LYS 




963 


CB 


LYS 




964 


CG 


LYS 




965 


CD 


LYS 




966 


CE 


LYS 




967 


NZ 


LYS 




968 


C 


LYS 




969 


0 


LYS 




970 


N 


ASP 




971 


CA 


ASP 




972 


CB 


ASP 




973 


CG 


ASP 




974 


ODl 


ASP 




975 


0D2 


ASP 




976 


C 


ASP 




977 


0 


ASP 




978 


N 


LEU 




979 


CA 


LEU 




980 


CB 


LEU 




981 


CG 


LEU 




982 


CDl LEU 




983 


CD2 LEU 



123 


45.705 


26.497 


123 


44.103 


25.589 


123 


44.208 


23.173 


123 


43.674 


24.411 


123 


46.437 


23.932 


123 


45.278 


24.340 


124 


47.489 


24.368 


124 


47.331 


25.343 


124 


48.684 


25.610 


124 


49.053 


27.077 


124 


49.540 


27.423 


124 


48.672 


28.500 


124 


47.546 


28.970 


124 


46.347 


24.749 


124 


45.470 


25.442 


125 


46.490 


23.454 


125 


45.624 


22.772 


125 


46.210 


21.410 


125 


45.393 


20.679 


125 


44.765 


19.662 


125 


45.375 


21.131 


125 


44.198 


22.602 


125 


43.231 


22.810 


126 


44.078 


22.214 


126 


42.777 


22.032 


126 


42.953 


21.695 


126 


42.677 


20.298 


126 


42.691 


19.259 


126 


43.732 


19.964 



0.779 1.00 26.32 

2.505 1.00 23.81 

2.697 1.00 17.40 

3.080 1.00 19.50 

-2.908 1.00 27.15 

-3.116 1.00 26.13 

-3.592 1.00 27.03 

-4.652 1.00 27.60 

-5.310 1.00 33.72 

-5.428 1.00 40.99 

-6.833 1.00 41.84 

-7.485 1.00 47.34 

-6.607 1.00 50.55 

-5.669 1.00 30.14 

-6.194 1.00 32.78 

-5.928 1.00 24.17 

-6.865 1.00 26.07 

-7.197 1.00 28.24 

-8.211 1.00 30.03 
-7.849 1.00 31.48 
-9.373 1.00 34.25 
-6.332 1.00 27.25 
-7.057 1.00 23,54 
-5.061 1.00 29.03 
-4.417 1.00 26.92 
-2.932 1.00 31.95 
-2.347 1.00 31.46 
-3.428 1.00 31.01 
-1.291 1.00 27.21 



miE^lt 2000-3060987 



1 1-192488 





984 


C 


LEU 




985 


0 


LEU 




986 


N 


LEU 




987 


CA 


LEU 




988 


CB 


LEU 




989 


CG 


LEU 




990 


GDI 


LEU 




991 


GD2 


LEU 




992 


C 


LEU 




993 


0 


LEU 




994 


N 


GLU 




995 


GA 


GLU 




996 


GB 


GLU 




997 


GO 


GLU 




998 


GD 


GLU 




999 


OEl 


GLU 




1000 


0E2 


GLU 




1001 


G 


GLU 




1002 


0 


GLU 




1003 


N 


ASP 




1004 


GA 


ASP 




1005 


GB 


ASP 




1006 


GG 


ASP 




1007 


ODl 


ASP 




1008 


0D2 


ASP 




1009 


G 


ASP 




1010 


0 


ASP 




1011 


N 


THR 




1012 


GA 


THR 



126 


42.000 


23.325 


126 


40.787 


23.314 


127 


42.695 


24.453 


127 


42.021 


25.749 


127 


42.862 


26.874 


127 


42.570 


27.333 


127 


43.875 


27.614 


127 


41.709 


28.582 


127 


41.747 


26.071 


127 


40.684 


26.581 


128 


42.697 


25.750 


128 


42.554 


26.037 


128 


43.903 


25.864 


128 


44.962 


26.886 


128 


46.323 


26.622 


128 


46.840 


25.485 


128 


46.878 


27,566 


128 


41.507 


25.192 


128 


40.710 


25.717 


129 


41.517 


23.886 


129 


40.594 


22.958 


129 


41.415 


21.847 


129 


40.556 


20.706 


129 


41.134 


19.702 


129 


39.315 


20.808 


129 


39.590 


22.371 


129 


39.976 


21.865 


130 


38.304 


22.433 


130 


37.261 


21.914 



-4.544 1.00 28.21 

-4.721 1.00 31.19 

-4.450 1.00 32.51 

-4.582 1.00 33.82 

-3.959 1.00 33.73 

-2.520 1.00 32.63 

-1.812 1.00 32.67 

-2.521 1.00 32.52 

-6.051 1.00 34.67 

-6.389 1.00 35.01 

-6.925 1.00 37.52 

-8.357 1.00 42.22 

-9.064 1.00 44.81 

-8.659 1.00 48.63 

-9.300 1.00 49.49 

-9.203 1.00 41.93 

-9.904 1.00 55.45 

-9.090 1-00 43.41 

-9.882 1.00 43.52 

-8.829 1.00 41.66 

-9.477 1.00 40.83 

-10.155 1.00 36.59 

-10.689 1.00 37.69 

-11.161 1.00 33.70 

-10.635 1.00 33.52 

-8.475 1.00 42.15 

-7.417 1.00 46-87 

-8.811 1.00 37-86 

-7.930 1-00 34-06 
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1013 


CB 


THR 


130 


36.360 


23.037 


-7.449 


1.00 33.25 




1014 


OGl 


THR 


130 


37.053 


24.282 


-7.581 


1.00 40.23 




1015 


CG2 


THR 


130 


35.996 


22.816 


-5.998 


1.00 40.96 




1016 


C 


THR 


130 


36.367 


20.840 


-8.543 


1.00 28.72 




1017 


0 


THR 


130 


35.238 


20.625 


-8.092 


1.00 26.45 




1018 


N 


VAL 


131 


36.869 


20.158 


-9,560 


1.00 24.00 




1019 


CA 


VAL 


131 


36.084 


19.127 


-10.212 


1.00 22.33 




1020 


CB 


VAL 


131 


35.417 


19.654 


-11.529 


1.00 22.42 




1021 


CGI 


VAL 


131 


34.437 


20.761 


-11.221 


1.00 16.48 




1022 


CG2 


VAL 


131 


36.482 


20.152 


-12.502 


1.00 20.73 




1023 


C 


VAL 


131 


36.869 


17.876 


-10.575 


1.00 23.48 




1024 


0 


VAL 


131 


36.292 


16.799 


-10.689 


1.00 29.07 




1025 


N 


THR 


132 


38.174 


17.981 


-10.748 


1.00 21.43 




1026 


CA 


THR 


132 


38.876 


16.783 


-11.167 


1.00 26.51 




1027 


CB 


THR 


132 


40.326 


17.069 


-11.656 


1.00 28.03 




1028 


OGl 


THR 


132 


40.295 


18.039 


-12.706 


1.00 29.16 




1029 


CG2 


THR 


132 


40.979 


15.776 


-12.191 


1.00 20.81 




1030 


C 


THR 


132 


38.944 


15.695 


-10.121 


1.00 25.49 




1031 


0 


THR 


132 


39-544 


15.864 


-9.075 


1.00 21.33 




1032 


N 


PRO 


133 


38.324 


14.547 


-10.401 


1.00 24.92 




1033 


CD 


PRO 


133 


37.538 


14.190 


-11.591 


1.00 24.51 




1034 


CA 


PRO 


133 


38.373 


13.459 


-9.424 


1.00 24.23 




1035 


CB 


PRO 


133 


37.913 


12.255 


-10.222 


1.00 20.97 




1036 


CG 


PRO 


133 


36.987 


12.831 


-11.232 


1.00 23.00 




1037 


C 


PRO 


133 


39.803 


13.290 


-8.921 


1.00 23.05 




1038 


0 


PRO 


133 


40.754 


13.507 


-9.666 


1.00 18.59 




1039 


N 


ILE 


134 


39.971 


12.950 


-7.647 


1.00 21.63 




1040 


CA 


ILE 


134 


41.324 


12.746 


-7.172 


1.00 18.39 




1041 


CB 


ILE 


134 


41.639 


13.507 


-5.916 


1.00 16.31 
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1042 


CG2 


ILE 




1043 


CGI 


ILE 




1044 


GDI 


ILE 




1045 


C 


ILE 




1046 


0 


ILE 




1047 


N 


ASP 




1048 


CA 


ASP 




1049 


CB 


ASP 




1050 


CG 


ASP 




1051 


ODl 


ASP 




1052 


0D2 


ASP 




1053 


C 


ASP 




1054 


0 


ASP 




1055 


N 


THR 




1056 


CA 


THR 




1057 


CB 


THR 




1058 


OGl 


THR 




1059 


CG2 


THR 


mi- 


1060 


C 


THR 




1061 


0 


THR 




1062 


N 


THR 




1063 


CA 


THR 




1064 


CB 


THR 




1065 


OGl 


THR 




1066 


CG2 


THR 




1067 


c 


THR 




1068 


0 


THR 




1069 


N 


ILE 




1070 


CA 


ILE 



134 


43.124 


13.434 


134 


41.243 


14.972 


134 


41.493 


15.852 


134 


41.535 


11.287 


134 


40.664 


10.588 


135 


42.700 


10.814 


135 


43.002 


9.406 


135 


44.367 


9.106 


135 


44.607 


7.619 


135 


45.680 


7.130 


135 


43.718 


6.931 


135 


42.981 


8.934 


135 


43.234 


9.704 


136 


42.650 


7.663 


136 


42.660 


7.030 


136 


41.245 


6.860 


136 


40.495 


5.971 


136 


40.532 


8.200 


136 


43.253 


5.644 


136 


43.281 


5.183 


137 


43.752 


4.995 


137 


44.305 


3.665 


137 


45.685 


3.564 


137 


46.610 


4.402 


137 


46.163 


2.103 


137 


43.340 


2.775 


137 


42.654 


3.238 


138 


43.268 


1.507 


138 


42.360 


0.601 



-5.668 1.00 19.82 

-6.097 1.00 19.78 

-4.891 1.00 25.49 

-6.945 1.00 18.04 

-6.434 1.00 20.16 

-7.361 1.00 20.29 

-7.226 1.00 18.18 

-7.848 1.00 14.84 

-8.020 1.00 20.47 

-7.608 1.00 22.89 

-8.567 1.00 22.60 

-5.768 1.00 19.45 

-4.825 1.00 12.97 

-5.604 1.00 17.34 

-4.304 1.00 18.09 

-3.722 1.00 15.30 

-4.551 1.00 8.12 

-3.614 1.00 14.26 

-4.580 1.00 23,39 

-5.731 1.00 21.41 

-3.533 1.00 21.68 

-3.669 1.00 21.26 

-3.016 1.00 26.31 

-3.726 1.00 28.90 

-3.014 1.00 16.36 

-2.922 1.00 24.37 

-2.014 1.00 28.21 

-3.289 1.00 24.64 

-2.603 1.00 25.62 
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1071 


CB 


ILE 




1072 


CG2 


ILE 




1073 


CGI 


ILE 




1074 


GDI 


ILE 




1075 


C 


ILE 




1076 


0 


ILE 




1077 


N 


MET 




1078 


CA 


MET 




1079 


CB 


MET 




1080 


CG 


MET 




1081 


SD 


MET 




1082 


CE 


MET 




1083 


C 


MET 




1084 


0 


MET 




1085 


N 


ALA 




1086 


CA 


ALA 




1087 


CB 


ALA 




1088 


C 


ALA 




1089 


0 


ALA 




1090 


N 


LYS 




1091 


CA 


LYS 




1092 


CB 


LYS 




1093 


CG 


LYS 




1094 


CD 


LYS 




1095 


CE 


LYS 




1096 


NZ 


LYS 




1097 


C 


LYS 




1098 


0 


LYS 




1099 


N 


ASN 









138 


41.184 


0.248 


138 


41.709 


-0.457 


138 


40.196 


-0.663 


138 


39.051 


-1.123 


138 


43.112 


-0.675 


138 


43.899 


-1.196 


139 


42.881 


-1.174 


139 


43.550 


-2.398 


139 


44.801 


-2.089 


139 


45.626 


-0.917 


139 


47.011 


-1.427 


139 


47.603 


-2.919 


139 


42.668 


-3.273 


139 


41.647 


-2.834 


140 


43.094 


-4.520 


140 


42.408 


-5.484 


140 


42.590 


-6.870 


140 


43.087 


-5.374 


140 


44.294 


-5.593 


141 


42.331 


-5.018 


141 


42.923 


-4.883 


141 


41.940 


-4.202 


141 


42.343 


-2.775 


141 


41.601 


-2.310 


141 


41.236 


-0.805 


141 


42.184 


0.072 


141 


43.345 


-6.242 


141 


42.719 


-7.260 


142 


44.425 


-6.256 



8 8 



-3.527 


1. 


00 


25.74 


-4.785 


1. 


00 


30.99 


-2.806 


1. 


00 


24.67 


-3.679 


1. 


00 


17.63 


-2.211 


1. 


00 


28.00 


-2.997 


1. 


00 


28.97 


-0.998 


1. 


00 


30.48 


-0.537 


1. 


00 


26.65 


0.293 


1. 


00 


27.97 


-0.152 


1. 


00 


29.19 


-1.169 


1. 


00 


34.62 


-0.310 


1. 


00 


32.02 


0.328 


1. 


00 


26.27 


0.852 


1. 


00 


26,36 


0.480 


1. 


00 


26.30 


1.319 


1. 


.00 


29.53 


0.763 


1. 


.00 


34.69 


2.677 


1. 


.00 


33.12 


2.779 


1 


.00 


34.39 


3.716 


1 


.00 


35.05 


5.045 


1 


.00 


32.82 


6.011 


1 


.00 


34.61 


6.410 


1 


.00 


36.26 


7.678 


1 


.00 


46.84 


7.655 


1 


.00 


47.24 


8.439 


1 


.00 


40.93 


5.589 


1 


.00 


29.67 


5.303 


1 


.00 


29.80 


6.360 


1 


.00 


31.23 
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1100 


CA 


ASN 


142 


44. 


923 


-7. 


496 


6. 


949 


1. 


00 


30. 


24 




1101 


CB 


ASN 


142 


46. 


396 


-7. 


706 


6. 


591 


1. 


00 


33. 


52 




1102 


CG 


ASN 


142 


46. 


609 


-8. 


065 


5. 


126 


1. 


00 


34. 


71 




1103 


ODl 


ASN 


142 


47. 


347 


-8. 


991 


4. 


817 


1. 


00 


38. 


81 




1104 


ND2 


ASN 


142 


45. 


977 


-7. 


330 


4. 


225 


1. 


00 


37. 


08 




1105 


C 


ASN 


142 


44. 


796 


-7. 


412 


8. 


470 


1. 


00 


29. 


20 




1106 


0 


ASN 


142 


45. 


648 


-6. 


803 


9. 


126 


1. 


00 


29. 


53 




1107 


N 


GLU 


143 


43. 


734 


-7. 


990 


9. 


031 


1, 


00 


23. 


30 




1108 


CA 


GLU 


143 


43. 


556 


-7. 


979 


10. 


483 


1. 


00 


21. 


14 




1109 


CB 


GLU 


143 


42. 


520 


-6. 


945 


10. 


924 


1, 


00 


17. 


55 




1110 


CG 


GLU 


143 


41. 


199 


-7. 


006 


10. 


249 


1. 


00 


17. 


18 




1111 


CD 


GLU 


143 


40. 


522 


-5. 


652 


10. 


216 


1. 


.00 


23. 


57 




1112 


OEl 


GLU 


143 


41. 


225 


-4. 


620 


10. 


318 


1. 


.00 


27. 


69 




1113 


0E2 


GLU 


143 


39, 


284 


-5. 


607 


10. 


087 


1. 


.00 


30, 


88 




1114 


C 


GLU 


143 


43. 


142 


-9. 


368 


10, 


890 


1 


.00 


17. 


20 




1115 


0 


GLU 


143 


42. 


.574 


-10. 


.093 


10, 


097 


1 


.00 


18. 


.93 




1116 


N 


VAL 


144 


43 


.418 


-9 


.760 


12. 


121 


1 


.00 


17. 


.94 




1117 


CA 


VAL 


144 


43 


.092 


-11 


.126 


12. 


.486 


1 


.00 


20, 


.65 




1118 


CB 


VAL 


144 


44 


.297 


-11 


.807 


13 


.201 


1 


.00 


20 


.49 




1119 


CGI 


VAL 


144 


45 


.518 


-10 


.910 


13 


.115 


1 


.00 


16 


.50 




1120 


CG2 


VAL 


144 


43 


.962 


-12 


.141 


14 


.635 


1 


.00 


18 


.24 




1121 


C 


VAL 


144 


41 


.812 


-11 


.342 


13 


.263 


1 


.00 


20 


.00 




1122 


0 


VAL 


144 


41 


.355 


-10 


.476 


13 


.985 


1 


.00 


24 


.75 




1123 


N 


PHE 


145 


41 


,250 


-12 


.528 


13 


.078 


1 


.00 


19 


.07 




1124 


CA 


PHE 


145 


40 


.002 


-12 


.946 


13 


.694 


1 


.00 


16 


.80 




1125 


CB 


PHE 


145 


38 


.850 


-12 


.777 


12 


.687 


1 


.00 


12 


.26 




1126 


CG 


PHE 


145 


38 


.573 


-11 


.358 


12 


.318 


1 


.00 


15 


.43 




1127 


CDl 


PHE 


145 


38 


.838 


-10 


.891 


11 


.022 


1 


.00 


16 


.74 




1128 


CD2 


PHE 


145 


38 


.076 


-10 


.470 


13 


.261 


1 


.00 


12 


.81 
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1129 


CEl 


PHE 


145 


38. 


614 


-9. 


551 


10. 


673 


1. 


00 


10. 


56 




1130 


CE2 


PHE 


145 


37. 


848 


-9. 


117 


12. 


924 


1. 


00 


14. 


36 




1131 


CZ 


PHE 


145 


38. 


120 


-8. 


662 


11. 


624 


1. 


00 


12. 


18 




1132 


C 


PHE 


145 


40. 


091 


-14. 


421 


14. 


082 


1. 


00 


16. 


98 




1133 


0 


PHE 


145 


41. 


146 


-15. 


058 


13. 


975 


1. 


00 


19. 


51 




1134 


N 


CYS 


146 


38. 


960 


-14. 


959 


14. 


513 


1. 


00 


15. 


55 




1135 


CA 


CYS 


146 


38. 


861 


-16. 


353 


14. 


886 


1. 


00 


19. 


61 




1136 


CB 


CYS 


146 


38. 


352 


-16. 


479 


16. 


325 


1. 


00 


20. 


46 




1137 


SG 


CYS 


146 


38. 


349 


-18. 


152 


16. 


978 


1. 


00 


29. 


33 




1138 


C 


CYS 


146 


37. 


826 


-16. 


887 


13. 


918 


1. 


00 


22. 


54 




1139 


0 


CYS 


146 


36. 


852 


-16. 


197 


13. 


631 


1. 


00 


24. 


05 




1140 


N 


VAL 


147 


38. 


025 


-18. 


096 


13. 


408 


1. 


00 


27. 


04 




1141 


CA 


VAL 


147 


37, 


070 


-18. 


648 


12. 


462 


1. 


00 


38, 


78 




1142 


CB 


VAL 


147 


37. 


428 


-20. 


088 


12. 


078 


1, 


00 


40. 


45 




1143 


CGI 


VAL 


147 


38. 


929 


-20. 


190 


11, 


844 


1 


.00 


37. 


73 




1144 


CG2 


VAL 


147 


36, 


962 


-21. 


050 


13. 


167 


1 


.00 


40. 


,03 




1145 


C 


VAL 


147 


35. 


.668 


-18. 


609 


13. 


046 


1 


.00 


42. 


.25 




1146 


0 


VAL 


147 


35. 


.485 


-18. 


.844 


14. 


.239 


1 


.00 


43 


.36 




1147 


N 


GLN 


148 


34 


.695 


-18. 


.293 


12 


.192 


1 


.00 


52 


.45 




1148 


CA 


GLN 


148 


33 


.294 


-18 


.181 


12 


.585 


1 


.00 


58 


.94 




1149 


CB 


GLN 


148 


32 


.375 


-18 


.223 


11 


.360 


1 


.00 


62 


.76 




1150 


CG 


GLN 


148 


31 


.141 


-17 


.310 


11 


.473 


1 


.00 


69 


.47 




1151 


CD 


GLN 


148 


30 


.518 


-16 


.967 


10 


.120 


1 


.00 


72 


.76 




1152 


OEl 


GLN 


148 


30 


.620 


-15 


.834 


9 


.644 


1 


.00 


72 


.30 




1153 


NE2 


GLN 


148 


29 


.866 


-17 


.949 


9 


.499 


1 


.00 


73 


.42 




1154 


C 


GLN 


148 


32 


.922 


-19 


.294 


13 


.537 


1 


.00 


61 


.80 




1155 


0 


GLN 


148 


33 


.311 


-20 


.447 


13 


.338 


1 


.00 


61 


.76 




1156 


N 


PRO 


149 


32 


.157 


-18 


.956 


14 


.591 


1 


.00 


63 


.58 




1157 


CD 


PRO 


149 


31 


.641 


-17 


.602 


14 


.865 


1 


.00 


63 


.75 
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1158 


CA 


PRO 


149 




1159 


CB 


PRO 


149 




1160 


CG 


PRO 


149 




1161 


C 


PRO 


149 




1162 


0 


PRO 


149 




1163 


N 


GLU 


150 




1164 


CA 


GLU 


150 




1165 


CB 


GLU 


150 




1166 


CG 


GLU 


150 




1167 


CD 


GLU 


150 




1168 


OEl 


GLU 


150 




1169 


0E2 


GLU 


150 




1170 


C 


GLU 


150 




1171 


0 


GLU 


150 




1172 


N 


LYS 


151 




1173 


CA 


LYS 


151 




1174 


CB 


LYS 


151 




1175 


CG 


LYS 


151 




1176 


CD 


LYS 


151 




1177 


CE 


LYS 


151 




1178 


NZ 


LYS 


151 




1179 


C 


LYS 


151 




1180 


0 


LYS 


151 




1181 


N 


GLY 


152 




1182 


CA 


GLY 


152 






r 


GLY 


152 




1184 


0 


GLY 


152 




1185 


N 


GLY 


153 




1186 


CA 


GLY 


153 



31.717 -19.920 15.606 1.00 64.07 
30.373 -19.359 16.072 1,00 64.66 
30.410 -17.863 15.711 1.00 65.09 
31.577 -21.294 14.983 1.00 64.02 
32.248 -22.251 15.381 1.00 60.51 
30.702 -21.356 13.983 1.00 64.24 
30.440 -22.576 13.243 1.00 65.65 
29.245 -22.375 12.308 1.00 64.12 
28.904 -20.909 12.036 1.00 65.02 
27.507 -20.534 12.510 1.00 65.10 
26.913 -21.330 13.273 1.00 61.66 
27.007 -19.449 12.123 1.00 62.67 
31.688 -22.911 12.430 1.00 67.55 
32.228 -22.046 11.726 1.00 68.49 
32.146 -24.159 12.543 1.00 66.38 
33.328 -24.620 11.818 1.00 63.34 
33.522 -26.135 12.006 1.00 62.68 
34.936 -26.532 12.446 1.00 61.87 
35.330 -27.903 11.918 1.00 62.09 
36.406 -27.813 10.847 1.00 59.59 
36.715 -29.162 10.279 1.00 57.99 
33.213 -24.282 10.330 1.00 60.40 
32.533 -24.966 9.559 1.00 59.04 
33.889 -23.208 9.943 1.00 57.56 
33.862 -22.772 8.565 1.00 51.32 
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32.841 -20.611 8.280 1.00 42.64 
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36,839 -17.486 

38.090 -17.857 
39.211 -18.305 
40.342 -18.930 
40.262 -20.030 

39.091 -20.644 
41.365 -20.523 
35.349 -15.472 
34.777 -15.417 
35.666 -14.386 
35.334 -13.073 
35.253 -12.071 
33.956 -12.101 
34.057 -12.968 
33.901 -12.123 
34.164 -10.671 
36.328 -12.560 
37.554 -12.615 
35.816 -12.093 
34.400 -12.109 
36.694 -11.569 
35.775 -11.421 
34.395 -11.332 
37.264 -10.228 
36.611 -9.493 



8.402 1.00 38.58 
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7.399 1.00 35.69 

7.472 1.00 33.89 
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11.498 1.00 43.66 
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3.794 1.00 26.76 

2.582 1.00 32.64 
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3.752 1.00 19.11 

4.095 1.00 23.05 

3.232 1.00 20.61 

3.988 1.00 27.93 

3.380 1.00 31.73 

4.608 1.00 31.17 

4.596 1.00 30.61 

5.953 1.00 39.25 

6.895 1.00 46.67 

7.074 1.00 56.19 

8.184 1.00 62.33 

8.699 1.00 65.03 

8.238 1.00 62.19 

9.683 1.00 66.14 

3.555 1.00 30.37 

3.468 1-00 30.08 

2.771 1.00 28.48 

1.758 1.00 26.77 
0.440 1.00 25.42 
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2.419 1.00 22.24 

2.759 1.00 19.95 
3.759 1.00 24.51 
3.120 1.00 24-22 
4.228 1-00 33-48 
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5.672 1.00 30.14 

1.465 1.00 20.39 

0.417 1.00 23.89 

1.530 1.00 20.34 

0.384 1.00 13.51 

-0.226 1.00 17.37 
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-0.754 1.00 14.92 

0.718 1.00 13.92 

-0.851 1.00 22.20 

-0.228 1.00 24.81 

-1.364 1.00 22.65 
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C 


VAL 




1389 


0 


VAL 



175 


39.764 


19. 


279 


175 


38.785 


19. 


044 


176 


41.024 


19. 


106 


176 


41.330 


18. 


590 


176 


42.823 


18. 


702 


176 


43.200 


18. 


138 


176 


43.467 


16. 


780 


176 


43.778 


16. 


245 


176 


43.255 


18. 


959 


176 


43.563 


18. 


438 


176 


43.825 


17. 


081 


176 


44.135 


16. 


572 


176 


40.544 


19. 


281 


176 


39.834 


18. 


617 


177 


40.667 


20, 


602 


177 


39.973 


21. 


.381 


177 


40.235 


22. 


.895 


177 


39.836 


23 


.720 


177 


39.646 


24 


.954 


177 


39.723 


23 


.142 


177 


38.480 


21 


.121 


177 


37.858 


20 


.791 


178 


37.925 


21 


.278 


178 


36.503 


21 


.068 


178 


36.187 


21 


.206 


178 


34.742 


20 


.761 


178 


36.420 


22 


.642 


178 


36.090 


19 


.673 


178 


35.087 


19 


.485 



9.809 1.00 21.36 

10.536 1.00 21.56 

10.199 1.00 21.79 

11.521 1.00 24.37 

11.801 1.00 27.38 

13.149 1.00 26.58 

13.304 1.00 18.36 

14.541 1.00 15.60 

14.276 1.00 22.63 

15.520 1.00 22.17 

15.652 1.00 21.81 

16.897 1.00 24.09 

12.639 1.00 23.42 

13.401 1.00 24.86 

12.725 1.00 19.86 

13.751 1.00 24.18 

13.584 1.00 24.04 

14.830 1.00 28.43 

14.698 1.00 25.72 

15.940 1.00 30.12 

13.689 1.00 23.39 

14.701 1.00 18.65 

12.490 1.00 26.00 

12.241 1.00 22-90 

10.734 1.00 24.09 

10.447 1.00 21.97 

10.287 1.00 18.09 

12.666 1.00 22.07 

13.325 1.00 22.18 
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1390 


N 


VAL 




1391 


CA 


VAL 




1392 


CB 


VAL 




1393 


CGI 


VAL 




1394 


CG2 


VAL 




1395 


C 


VAL 




1396 


0 


VAL 




1397 


N 


SER 




1398 


CA 


SER 




1399 


CB 


SER 




1400 


OG 


SER 




1401 


C 


SER 




1402 


0 


SER 




1403 


N 


THR 




1404 


CA 


THR 




1405 


CB 


THR 




1406 


OGl 


THR 




1407 


CG2 


THR 




1408 


C 


THR 




1409 


0 


THR 




1410 


N 


LEU 




1411 


CA 


LEU 




1412 


CB 


LEU 




1413 


CG 


LEU 




1414 


CDl 


LEU 




1415 


CD2 


LEU 




1416 


C 


LEU 




1417 


0 


LEU 




1418 


N 


PRO 



179 


36.896 


18.699 


179 


36.624 


17.296 


179 


37.459 


16.452 


179 


37.942 


15.161 


179 


36.626 


16.198 


179 


36.830 


16.836 


179 


36.416 


15.729 


180 


37.438 


17.676 


180 


37.638 


17.306 


180 


39.123 


17.268 


180 


39.768 


18,460 


180 


36.939 


18.278 


180 


37.040 


18.166 


181 


36.211 


19.225 


181 


35.522 


20.224 


181 


36.063 


21.648 


181 


37.417 


21.764 


181 


35.222 


22.697 


181 


34.024 


20.230 


181 


33.257 


20.222 


182 


33.614 


20.211 


182 


32.194 


20.278 


182 


32.080 


20.533 


182 


30.764 


20.247 


182 


30.473 


21.285 


182 


30.871 


18.883 


182 


31.239 


19.156 


182 


30.076 


19.411 


183 


31.705 


17.902 



12.278 1.00 21.01 

12.538 1.00 19.30 

11.506 1.00 17.27 

12.075 1.00 15.59 

10.280 1.00 5.32 

13.993 1.00 23.09 

14.372 1.00 24.82 

14.821 1-00 20.55 

16.217 1.00 19.50 

16.562 1.00 17.45 

16.176 1.00 18.00 

17.147 1.00 22.13 

18.366 1.00 23.67 

16.570 1.00 22.08 

17.361 1.00 24.72 

17.058 1.00 29.04 

17.521 1.00 31.21 

17.754 1.00 34.02 

17.141 1.00 23.96 

18.101 1.00 25.10 

15.878 1.00 22.24 

15.517 1.00 20.03 

14.006 1.00 16.49 

13.288 1.00 13.61 

12.231 1.00 10.62 

12.672 1.00 18.21 

15.932 1.00 18,70 

16.246 1,00 17.38 

15.949 1.00 24.20 
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1419 


CD 


PRO 




1420 


CA 


PRO 




1421 


CB 


PRO 




1422 


CG 


PRO 




1423 


C 


PRO 




1424 
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PRO 




1425 


N 


GLN 




1426 


CA 


GLN 




1427 


CB 


GLN 




1428 


CG 


GLN 




1429 


CD 


GLN 




1430 


OEl 


GLN 




1431 


NE2 


GLN 




1432 


C 


GLN 




1433 


0 


GLN 




1434 


N 


VAL 




1435 


CA 


VAL 




1436 


CB 


VAL 




1437 


CGI 


VAL 




1438 


CG2 


VAL 




1439 


C 


VAL 




1440 


0 


VAL 




1441 


N 


VAL 




1442 


CA 


VAL 




1443 


CB 


VAL 


IfJs J 


1444 

X Til 


CGI 


VAL 




1445 


CG2 


VAL 




1446 


C 


VAL 




1447 


0 


VAL 



183 


33.041 


17.389 


183 


30.778 


16.824 


183 


31.625 


15.555 


183 


32.766 


15.923 


183 


30.150 


16.988 


183 


28.938 


16.860 


184 


30.975 


17.274 


184 


30.464 


17.428 


184 


31.605 


17.736 


184 


31.533 


16.935 


184 


32.132 


17.669 


184 


33.004 


17.143 


184 


31.668 


18.893 


184 


29.413 


18.517 


184 


28.370 


18.341 


185 


29.682 


19.643 


185 


28.755 


20.756 


185 


29.354 


22.045 


185 


28.388 


23.213 


185 


30.709 


22.336 


185 


27.466 


20.447 


185 


26.400 


20.866 


186 


27.548 


19.715 


186 


26,333 


19.398 


186 


26.635 


18.907 


186 


25.339 


18.383 


186 


27.261 


20.044 


186 


25.513 


18.309 


186 


24.304 


18.431 



15.603 1.00 21.52 

16.345 1.00 25.01 

16.259 1.00 24.26 

15.337 1.00 27.42 

17.727 1.00 27.49 

17.890 1.00 25.95 

18.722 1.00 28.58 

20.075 1.00 29.48 

21.046 1.00 32.11 

22.326 1.00 43.59 

23.513 1.00 52.97 

24.207 1.00 54.15 

23.750 1.00 56.44 

20.162 1.00 26.07 

20.794 1.00 26.07 

19.517 1.00 22.55 

19.561 1.00 17.75 

18.958 1.00 14.40 

19.202 1.00 9.26 

19.568 1.00 2.00 

18.828 1.00 19.34 

19.260 1.00 25.62 

17.730 1.00 15.24 

16.993 1.00 14.51 

15.525 1.00 16.42 

14.877 1.00 4.47 

14.680 1.00 8.35 

17.680 1.00 15.94 

17.851 1.00 17.63 
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1448 


N 


MET 




1449 


CA 


MET 




1450 


CB 


MET 




1451 


CG 


MET 




1452 


SD 


MET 




1453 


CE 


MET 




1454 


C 


MET 




1455 


0 


MET 




1456 


N 


GLY 




1457 


CA 


GLY 




1458 


C 


GLY 




1459 


0 


GLY 




1460 


N 


SER 




1461 


CA 


SER 




1462 


CB 


SER 




1463 


OG 


SER 




1464 


C 


SER 




1465 


0 


SER 




1466 


N 


SER 




1467 


CA 


SER 




1468 


CB 


SER 




1469 


OG 


SER 




1470 


C 


SER 




1471 


0 


SER 




1472 


N 


TYR 




1473 


CA 


TYR 




1474 


CB 


TYR 




1475 


CG 


TYR 




1476 


CDl 


TYR 



187 


26.176 


17.238 


187 


25.467 


16.117 


187 


26.079 


14.814 


187 


25.890 


14.700 


187 


26.973 


13.526 


187 


26.373 


12.004 


187 


25.333 


16.074 


187 


24.592 


15.251 


188 


26.029 


16.956 


188 


25.928 


16.966 


188 


26.339 


15.677 


188 


27.277 


14.994 


189 


25.624 


15.327 


189 


25.952 


14.128 


189 


25.061 


13.992 


189 


23.696 


14.207 


189 


25.862 


12.863 


189 


26.330 


11.825 


190 


25.252 


12.957 


190 


25.117 


11.812 


190 


24.036 


12.104 


190 


22.736 


11.995 


190 


26.445 


11.462 


190 


26.555 


10.387 


191 


27.441 


12.349 


191 


28.720 


12.080 


191 


29.500 


13.371 


191 


30.682 


13.211 


191 


30.591 


12.470 



18.087 1.00 18.70 

18.674 1.00 17.25 

18.119 1.00 18.33 

16.581 1.00 13.46 

15.676 1.00 20.52 

16.291 1.00 20.96 

20.191 1.00 17.46 

20.718 1.00 20.33 

20.895 1.00 17.70 

22.347 1.00 18.64 

23.049 1.00 19.86 

22.613 1.00 18.30 

24.118 1.00 13.87 

24.893 1.00 17.42 

26.145 1.00 12.03 

25.843 1.00 18.25 

24.089 1.00 16.25 

24.524 1.00 15.99 

22.911 1.00 17.69 

22.026 1.00 13.15 

20.984 1.00 14.83 

21.536 1.00 17.43 

21.310 1.00 15.44 

20.703 1.00 19.87 

21.365 1.00 7.89 

20.699 1.00 11.45 

20.479 1.00 4.60 

19.570 1.00 8.04 

18.392 1.00 17.37 
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1477 


CEl 


TYR 




1478 


CD2 


TYR 




1479 


CE2 


TYR 




1480 


CZ 


TYR 




1481 


OH 


TYR 




1482 


C 


TYR 




1483 


0 


TYR 




1484 


N 


GLY 




1485 


CA 


GLY 




1486 


C 


GLY 




1487 


0 


GLY 




1488 


N 


PHE 




1489 


CA 


PHE 




1490 


CB 


PHE 




1491 


CG 


PHE 




1492 


CDl 


PHE 




1493 


CD2 


PHE 




1494 


CEl 


PHE 




1495 


CE2 


PHE 




1496 


CZ 


PHE 




1497 


C 


PHE 




1498 


0 


PHE 




1499 


N 


GLN 




1500 


CA 


GLN 




1501 


CB 


GLN 






CG 


GLN 




1503 


CD 


GLN 




1504 


OEl 


GLN 




1505 


NE2 


GLN 



191 


31.698 


12,339 


191 


31.905 


13.815 


191 


33.006 


13.693 


191 


32.899 


12.960 


191 


33.980 


12.878 


191 


29.614 


11.086 


191 


30.417 


11.468 


192 


29.486 


9.810 


192 


30.271 


8.772 


192 


31.754 


9.007 


192 


32.189 


8.813 


193 


32.538 


9.431 


193 


33.985 


9.596 


193 


34.702 


9.845 


193 


34.471 


8.749 


193 


33.799 


9.024 


193 


34.826 


7.423 


193 


33.472 


7.995 


193 


34.510 


6,377 


193 


33.827 


6.655 


193 


34.438 


10.622 


193 


35.632 


10.764 


194 


33.505 


11.338 


194 


33.881 


12.299 


194 


32.825 


13.400 


194 


31.573 


12.947 


194 


30.473 


13.965 


194 


30.645 


15,117 


194 


29.331 


13,555 



17.525 1.00 15.08 

19,868 1.00 11.56 

19.016 1.00 10.55 

17.846 1.00 17.72 

16.993 1.00 17.02 

21.438 1.00 13.99 

22.281 1.00 15.45 

21.091 1.00 16.18 

21.728 1.00 11.25 

21.985 1.00 16.97 

23.105 1.00 18.14 

20.990 1.00 17.05 

21.202 1.00 15.36 

19.863 1.00 9.63 

18.841 1.00 12.30 

17.636 1.00 9.68 

19.129 1.00 6.80 

16.736 1.00 6.25 

18.248 1.00 12.36 

17.045 1,00 6,66 

22.245 1.00 16.34 

22.508 1.00 17.70 

22.844 1.00 13.56 

23.871 1,00 15,20 

23.988 1.00 12.23 
24.708 1.00 6.84 
24.645 1,00 8.12 
25.055 1.00 15.59 
24.129 1.00 8.58 
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1506 


C 


GLN 




1507 


0 


GLN 
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N 


TYR 




1509 


CA 


TYR 




1510 


CB 


TYR 




1511 
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TYR 




1512 


CDl 


TYR 




1513 


CEl 


TYR 




1514 


CD2 


TYR 




1515 


CE2 


TYR 




1516 


CZ 


TYR 




1517 


OH 


TYR 




1518 


C 


TYR 




1519 


0 


TYR 
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SER 




1521 
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SER 




1522 


CB 


SER 




1523 


OG 


SER 




1524 


C 


SER 




1525 


0 


SER 




1526 


N 


PRO 




1527 


CD 


PRO 




1528 


CA 


PRO 




1529 


CB 


PRO 




1530 


CG 


PRO 




1531 


L 


rKu 




1532 


0 


PRO 




1533 


N 


GLY 




1534 


CA 


GLY 



194 


33.973 


11.547 


194 


34.481 


12.086 


195 


33.492 


10.298 


195 


33.467 


9.479 


195 


32.137 


8.731 


195 


30.923 


9.639 


195 


29.791 


9.409 


195 


28.684 


10,240 


195 


30.914 


10.744 


195 


29.802 


11,587 


195 


28.691 


11.324 


195 


27.584 


12.144 


195 


34.603 


8.494 


195 


35.006 


7.854 


196 


35.139 


8.395 


196 


36.213 


7.441 


196 


36.937 


7.792 


196 


36.088 


7.619 


196 


35.376 


6.196 


196 


34.159 


6.304 


197 


35.980 


5.003 


197 


37.379 


4.613 


197 


35.072 


3.861 


197 


35.987 


2.627 


197 


37.391 


3.129 


1 Q7 




3.988 


197 


33.088 


3.557 


198 


34.829 


4.609 


198 


34.119 


4.779 



25.209 1.00 18.89 
26.203 1.00 15.22 

25.210 1.00 14.89 
26.407 1.00 11.78 
26.484 1.00 10.12 
26,603 1.00 7.64 
25.835 1.00 6.64 
25.913 1.00 9.04 
27.475 1.00 10.79 
27.562 1.00 3.29 
26.774 1.00 8.40 
26.797 1.00 10.79 
26.562 1.00 15.50 
25.600 1.00 17.27 
27.778 1.00 17.84 
28.071 1.00 17.44 
29.383 1.00 22.27 
30.511 1.00 24.61 
28.266 1.00 17.04 
28.424 1.00 19.71 
28.222 1.00 15.92 
27.980 1.00 13.27 
28.422 1.00 18.00 
28.421 1.00 14,58 
28,250 1.00 12.92 
29.707 1.00 21.73 
29.760 1.00 24.27 
30.732 1.00 25.79 
31.995 1.00 21.47 
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1535 
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GLY 
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1543 


NE2 


GLN 
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1545 


0 


GLN 
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1548 


CB 


ARG 




1549 


CG 


ARG 




1550 


CD 


ARG 




1551 


NE 


ARG 




1552 


CZ 
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1553 


NHl 


ARG 




1554 


NH2 


ARG 




1555 
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ARG 




1556 
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ARG 




1557 


N 


VAL 




1558 


CA 


VAL 




1559 


CB 


VAL 




1560 


CGI 


. VAL 




1561 


CG2 VAL 




1562 


C 


VAL 




1563 


0 


VAL 



198 


32.938 


5.731 


198 


31.867 


5.480 


199 


33.123 


6.842 


199 


32.033 


7.798 


199 


32.587 


9.130 


199 


33.592 


9.732 


199 


34.400 


10.856 


199 


34.958 


10.715 


199 


34.470 


11.982 


199 


30.928 


7.279 


199 


29.765 


7.678 


200 


31.287 


6.373 


200 


30.306 


5.803 


200 


30.965 


4.906 


200 


30,330 


5.021 


200 


30.120 


3.666 


200 


29.402 


3.853 


200 


28.971 


2.872 


200 


29.177 


1.603 


200 


28.298 


3.161 


200 


29.326 


4.976 


200 


28.120 


4.974 


201 


29.845 


4.258 


201 


28.981 


3.426 


201 


29.818 


2.407 


201 


30.856 


3.125 


201 


28.891 


1.532 


201 


28.118 


4.307 


201 


26.908 


4.103 



31.928 1.00 18.39 
32.503 1.00 15.12 
31.235 1.00 17.90 
31.104 1.00 23.69 
30.616 1.00 26.63 
31.595 1.00 24.77 
30.977 1.00 29.54 
29.889 1.00 23.75 
31.675 1.00 29.26 
30.172 1.00 24.56 
30.288 1.00 28,87 
29.264 1.00 21-97 
28.351 1.00 21.41 
27.307 1.00 22.44 
25.941 1.00 24.72 
25.239 1.00 29,31 
23.975 1.00 27.95 
23.202 1.00 28.38 
23.542 1.00 39.86 
22.107 1.00 33.61 
29.138 1.00 20.61 
28.858 1.00 18.42 
30.130 1.00 20.11 
30.951 1.00 16.47 
31.768 1.00 23,27 
32.639 1.00 23.85 
32.598 1.00 26.32 
31.850 1.00 13.87 
31.975 1.00 8.32 
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1569 


OEl 


GLU 


202 


30. 


263 
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1 


.00 
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GLU 


202 


26. 


794 


6. 


785 


32. 


592 


1 


.00 


22. 


44 




1572 


0 


GLU 


202 


25. 


698 


6. 


861 


33. 
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1 


.00 


22. 


88 




1573 


N 


PHE 


203 


26. 


979 


7. 


124 
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1 


.00 


19- 


14 




1574 
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PHE 


203 


25. 


915 


7. 


693 
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1 


.00 
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1575 


CB 


PHE 


203 
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542 


8. 


408 
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300 


1 


.00 
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1576 


CG 


PHE 


203 


25. 


544 


9. 


051 
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376 


1 


.00 
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29 




1577 


CDl 


PHE 


203 


25. 


510 


8. 


705 


27. 


024 


1 


.00 


18. 


86 




1578 


CD2 


PHE 


203 


24. 


622 


9. 


989 


28. 


857 


1 


.00 


19. 


90 




1579 


CEl 


PHE 


203 


24, 


562 


9. 


279 


26. 


150 


1 


.00 


19. 


52 




1580 


CE2 


PHE 


203 


23. 


671 


10. 


576 


28, 


002 


1 


.00 


19. 


32 




1581 


CZ 


PHE 


203 


23. 


639 


10. 


218 


26. 


643 


1 


.00 


21. 


32 




1582 


C 


PHE 


203 


24. 


847 


6, 


677 


30, 


071 


1 


.00 


18. 


08 




1583 


0 


PHE 


203 


23. 


674 


7. 


017 


29, 


943 


1 


.00 


21. 


36 




1584 


N 


LEU 


204 


25. 


222 


5. 


429 


29, 


843 


1 


.00 


15. 


58 




1585 


CA 


LEU 


204 


24. 


208 


4. 


460 


29. 


435 


1 


.00 


16. 


10 




1586 


CB 


LEU 


204 


24. 


862 


3. 


.191 


28. 


864 


1 


.00 


12. 


24 




1587 


CG 


LEU 


204 


25, 


732 


3. 


.460 


27. 


630 


1 


.00 


20. 


18 




1588 


CDl 


LEU 


204 


26 


.698 


2. 


.271 


27. 


360 


1 


.00 


11. 


68 




1589 


CD2 


LEU 


204 


24 


.794 


3. 


.757 


26. 


.412 


1 


.00 


15, 


33 




1590 


C 


LEU 


204 


23 


.333 


4 


.116 


30 


.641 


1 


.00 


17. 


00 




1591 


0 


LEU 


204 


22 


.107 


4 


.178 


30 


.561 


1 


.00 


14, 


29 




1592 


N 


VAL 


205 


23 


.976 


3 


.754 


31 


.754 


1 


.00 


18. 


18 
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1593 


CA 


VAL 


205 


23.277 


3.406 


32. 


989 


1. 


00 


17. 


32 




1594 


CB 


VAL 


205 


24.299 


3.141 


34. 


149 


1. 


00 


21. 


22 




1595 


CGI 


VAL 


205 


23.589 


2.601 


35. 


354 


1. 


00 


21. 


39 


m^f- 


1596 


CG2 


VAL 


205 


25.374 


2.141 


33. 


718 


1. 


00 


13. 


01 




1597 


C 


VAL 


205 


22.343 


4.572 


33. 


378 


1. 


00 


20. 


78 




1598 


0 


VAL 


205 


21.143 


4.385 


33. 


624 


1. 


00 


20. 


38 




1599 


N 


ASN 


206 


22.890 


5.780 


33. 


408 


1. 


00 


22. 


91 




1600 


CA 


ASN 


206 


22.107 


6.966 


33. 


763 


1. 


00 


25. 


38 




1601 


CB 


ASN 


206 


22.974 


8.216 


33. 


745 


1. 


00 


26. 


40 




1602 


CG 


ASN 


206 


23.744 


8.389 


35. 


005 


1. 


00 


19. 


55 




1603 


ODl 


ASN 


206 


24.444 


9.382 


35. 


184 


1, 


00 


21. 


80 




1604 


ND2 


ASN 


206 


23.630 


7.416 


35, 


898 


1, 


00 


23. 


29 




1605 


C 


ASN 


206 


20.961 


7.192 


32. 


815 


1, 


00 


26. 


44 




1606 


0 


ASN 


206 


19.839 


7.462 


33, 


242 


1. 


00 


28, 


16 




1607 


N 


THR 


207 


21.256 


7.127 


31. 


523 


1. 


.00 


24. 


98 




1608 


CA 


THR 


207 


20.219 


7.313 


30 


.530 


1 


.00 


21. 


.70 




1609 


CB 


THR 


207 


20.753 


7.043 


29 


.129 


1 


.00 


17. 


.74 




1610 


OGl 


THR 


207 


21.645 


8.099 


28 


.752 


1 


.00 


16, 


.88 




1611 


CG2 


THR 


207 


19.609 


6.968 


28 


.142 


1 


.00 


22 


.24 




1612 


C 


THR 


207 


19.108 


6.326 


30 


.861 


1 


.00 


21 


.12 




1613 


0 


THR 


207 


17.939 


6.694 


30 


.952 


1 


.00 


20 


.10 




1614 


N 


TRP 


208 


19.505 


5.073 


31 


.052 


1 


.00 


23 


.41 




1615 


CA 


TRP 


208 


18.605 


3.973 


31 


.400 


1 


.00 


28 


.02 




1616 


CB 


TRP 


208 


19.424 


2.689 


31 


.533 


1 


.00 


27 


.05 




1617 


CG 


TRP 


208 


18.613 


1.453 


31 


.511 


1 


.00 


31 


.65 




1618 


CD2 


TRP 


208 


18.175 


0.738 


30 


.352 


1 


.00 


33 


.96 




1619 


CE2 


TRP 


208 


17.439 


-0.377 


30 


.803 


1 


.00 


34 


.68 




1620 


CE3 


TRP 


208 


18.324 


0.937 


28 


.975 


1 


.00 


33 


.40 




1621 


CDl 


TRP 


208 


18.146 


0.763 


32 


.586 


1 


.00 


31 


.92 
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1622 


NEl 


TRP 


208 


17.440 


-0. 


339 


32. 


171 


1 


.00 


35.78 




1623 


CZ2 


TRP 


208 


16.863 


-1. 


299 


29. 


929 


1 


.00 


36.13 




1624 


CZ3 


TRP 


208 


17.749 


0. 


019 


28. 


103 


1 


.00 


31.62 




1625 


CH2 


TRP 


208 


17.024 


-1. 


082 


28. 


586 


1 


.00 


32.37 




1626 


C 


TRP 


208 


17.836 


4. 


214 


32. 


711 


1 


.00 


32.31 




1627 


0 


TRP 


208 


16.647 


3. 


906 


32. 


821 


1 


.00 


34.09 




1628 


N 


LYS 


209 


18.520 


4. 


751 


33. 


716 


1 


.00 


33.04 




1629 


CA 


LYS 


209 


17.884 


5. 


016 


35. 


001 


1 


.00 


33.68 




1630 


CB 


LYS 


209 


18.943 


5. 


467 


36. 


027 


1 


.00 


35.81 




1631 


CG 


LYS 


209 


19.240 


4. 


451 


37. 


153 


1 


.00 


34.82 




1632 


CD 


LYS 


209 


19.556 


3. 


046 


36. 


626 


1 


.00 


30.83 




1633 


CE 


LYS 


209 


20.925 


2. 


582 


37. 


117 


1 


.00 


33.81 




1634 


NZ 


LYS 


209 


20.971 


1, 


146 


37. 


574 


1 


.00 


30.23 




1635 


C 


LYS 


209 


16.785 


6. 


077 


34.881 


1 


.00 


33.73 




1636 


0 


LYS 


209 


15.681 


5. 


911 


35. 


407 


1 


.00 


35.70 




1637 


N 


SER 


210 


17.102 


7. 


163 


34. 


185 


1 


.00 


34.05 




1638 


CA 


SER 


210 


16.188 


8. 


279 


33. 


979 


1 


.00 


33.11 




1639 


CB 


SER 


210 


16.905 


9. 


384 


33. 


211 


1 


.00 


31.63 




1640 


OG 


SER 


210 


17.028 


9. 


031 


31. 


838 


1 


.00 


26.49 




1641 


C 


SER 


210 


14.932 


7. 


896 


33. 


208 


1 


.00 


36.12 




1642 


0 


SER 


210 


14.069 


8. 


733 


32. 


955 


1 


.00 


38.49 




1643 


N 


LYS 


211 


14.836 


6. 


638 


32. 


812 


1 


.00 


37.66 




1644 


CA 


LYS 


211 


13.683 


6. 


188 


32. 


062 


1 


.00 


38.76 




1645 


CB 


LYS 


211 


14.154 


5. 


.357 


30. 


865 


1 


.00 


39.23 




1646 


CG 


LYS 


211 


14.039 


6. 


.076 


29. 


532 


1 


.00 


43.26 




1647 


CD 


LYS 


211 


14.542 


7. 


.523 


29, 


589 


1 


.00 


36.45 




1648 


CE 


LYS 


211 


15.434 


7 


.817 


28. 


384 


1 


.00 


35.75 




1649 


NZ 


LYS 


211 


15.475 


9 


.271 


28, 


.025 


1 


.00 


36.57 




1650 


C 


LYS 


211 


12.756 


5 


.360 


32 


.953 


1 


.00 


41.48 
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1651 


0 


LYS 


211 


13. 


161 


4. 


326 


33.493 


1 


.00 


40.77 




1652 


N 


LYS 


212 


11. 


514 


5. 


815 


33.108 


1 


.00 


41.02 




1653 


CA 


LYS 


212 


10. 


539 


5. 


100 


33.922 


1 


.00 


39.98 




1654 


CB 


LYS 


212 


9. 


167 


5. 


736 


33.779 


1 


.00 


38.68 




1655 


CG 


LYS 


212 


8. 


418 


5. 


845 


35.095 


1 


.00 


38.52 




1656 


CD 


LYS 


212 


7. 


007 


6. 


349 


34.886 


1 


.00 


40.92 




1657 


CE 


LYS 


212 


6. 


969 


7. 


864 


34.750 


1 


.00 


39.61 




1658 


NZ 


LYS 


212 


8. 


305 


8. 


448 


34.458 


1 


.00 


39.84 




1659 


C 


LYS 


212 


10. 


472 


3. 


650 


33.477 


1 


.00 


42.66 




1660 


0 


LYS 


212 


10. 


675 


2. 


720 


34.272 


1 


.00 


43.97 




1661 


N 


ASN 


213 


10. 


176 


3. 


460 


32.198 


1 


.00 


43.21 




1662 


CA 


ASN 


213 


10. 


111 


2. 


123 


31.632 


1 


.00 


44.99 




1663 


CB 


ASN 


213 


8. 


687 


1. 


812 


31.218 


1 


.00 


44.32 




1664 


CG 


ASN 


213 


7. 


848 


1. 


389 


32.394 


1 


.00 


47.00 




1665 


ODl 


ASN 


213 


7. 


978 


0. 


264 


32.885 


1 


.00 


47.23 




1666 


ND2 


ASN 


213 


6. 


994 


2. 


291 


32.871 


1 


.00 


44.11 




1667 


C 


ASN 


213 


11, 


077 


2. 


061 


30.457 


1 


.00 


45.25 




1668 


0 


ASN 


213 


10. 


706 


2. 


296 


29.302 


1 


.00 


48.85 




1669 


N 


PRO 


214 


12. 


347 


1. 


740 


30.754 


1 


.00 


42.66 




1670 


CD 


PRO 


214 


12. 


779 


1. 


.421 


32.126 


1 


.00 


41.11 




1671 


CA 


PRO 


214 


13. 


465 


1. 


.629 


29.815 


1 


.00 


38.85 




1672 


CB 


PRO 


214 


14. 


679 


1. 


.443 


30.730 


1 


.00 


39.58 




1673 


CG 


PRO 


214 


14 


122 


0. 


.774 


31.913 


1 


.00 


40.23 




1674 


C 


PRO 


214 


13 


.414 


0 


.552 


28.745 


1 


.00 


33.30 




1675 


0 


PRO 


214 


13 


.110 


-0 


.612 


29.022 


1 


.00 


29.69 




1676 


N 


MET 


215 


13 


.727 


0 


.972 


27.520 


1 


.00 


29.02 




1677 


CA 


MET 


215 


13 


.797 


0 


.076 


26.372 


1 


.00 


28.18 




1678 


CB 


MET 


215 


12 


.484 


0 


.020 


25.590 


1 


.00 


31.27 




1679 


CG 


MET 


215 


12 


.454 


-1 


.102 


24.548 


1 


.00 


32.65 
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1680 


SD 


MET 




1681 


CE 


MET 




1682 


C 


MET 




1683 


0 


MET 




1684 


N 


GLY 




1685 


CA 


GLY 




1686 


C 


GLY 




1687 


0 


GLY 




1688 


N 


PHE 




1689 


CA 


PHE 




1690 


CB 


PHE 




1691 


CG 


PHE 




1692 


GDI 


PHE 




1693 


GD2 


PHE 




1694 


CEl 


PHE 




1695 


GE2 


PHE 




1696 


GZ 


PHE 




1697 


G 


PHE 




1698 


0 


PHE 




1699 


N 


SER 




1700 


CA 


SER 




1701 


CB 


SER 




1702 


OG 


SER 




1703 


G 


SER 




1704 


0 


SER 




1705 


N 


TYR 




1706 


CA 


TYR 




1707 


CB 


TYR 




1708 


CG 


TYR 



215 


13.237 


-0.662 


215 


12.148 


0.671 


215 


14.869 


0.639 


215 


14.883 


1.830 


216 


15.772 


-0.224 


216 


16.840 


0.215 


216 


17.160 


-0.813 


216 


16.853 


-1.996 


217 


17.778 


-0.344 


217 


18.162 


-1.197 


217 


17.000 


-1.345 


217 


16.623 


-0.057 


217 


15.596 


0.761 


217 


17.322 


0.359 


217 


15.277 


1.974 


217 


17.007 


1.582 


217 


15.986 


2.384 


217 


19.380 


-0.619 


217 


19.649 


0.595 


218 


20,130 


-1.504 


218 


21.273 


-1.075 


218 


22.447 


-2.013 


218 


22.156 


-3.312 


218 


20.752 


-1.166 


218 


19.708 


-1.733 


219 


21.453 


-0.570 


219 


21.031 


-0.629 


219 


20.477 


0.718 


219 


19.842 


0.621 



22.962 1.00 44.77 

22.382 1.00 31.33 

25.481 1.00 25.30 

25.208 1.00 23.84 

25.045 1.00 22.88 
24.184 1.00 26.69 
23.126 1.00 28.78 
23.283 1.00 24.75 

22.046 1.00 27.24 
20.938 1.00 22.26 
19.931 1.00 21.51 
19.212 1.00 24.23 
19.701 1.00 18.03 
18.066 1.00 24.84 
19.070 1.00 14.77 
17.426 1.00 17.90 
17.933 1.00 18.19 
20.230 1.00 23.61 
20.273 1.00 18.23 
19.588 1.00 21.59 
18.837 1.00 20.66 
19.053 1.00 18.24 
18.588 1.00 31.33 
17.425 1.00 18.59 
17.192 1.00 22.08 
16.487 1.00 20.71 
15.115 1.00 24.24 
14.653 1.00 25.03 
13.290 1.00 30.08 
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1709 


CDl 


TYR 


219 


18.504 


0.242 


13,155 


1. 


00 


28.21 




1710 


CEl 


TYR 


219 


17.921 


0.080 


11.902 


1. 


00 


28.31 




1711 


CD2 


TYR 


219 


20.582 


0-849 


12.132 


1. 


00 


23.75 




1712 


CE2 


TYR 


219 


20.003 


0.688 


10.871 


1. 


00 


26.41 




1713 


CZ 


TYR 


219 


18.677 


0.298 


10.765 


1. 


00 


25.69 




1714 


OH 


TYR 


219 


18.123 


0.059 


9.531 


1. 


00 


24.99 




1715 


C 


TYR 


219 


22.281 


-0.961 


14.343 


1. 


00 


25.43 




1716 


0 


TYR 


219 


23.206 


-0.153 


14.297 


1. 


00 


26,39 




1717 


N 


ASP 


220 


22.329 


-2.156 


13.769 


1. 


00 


28,31 




1718 


CA 


ASP 


220 


23,496 


-2.558 


12.996 


1, 


00 


31.56 




1719 


CB 


ASP 


220 


23.830 


-4.030 


13.226 


1. 


00 


33.93 




1720 


CG 


ASP 


220 


25.261 


-4.361 


12.827 


1. 


00 


42.92 




1721 


ODl 


ASP 


220 


26.170 


-3.557 


13.165 


1. 


00 


40.05 




1722 


0D2 


ASP 


220 


25.476 


-5.410 


12.170 


1. 


.00 


44.65 




1723 


C 


ASP 


220 


23,227 


-2.320 


11.520 


1 


.00 


33.04 




1724 


0 


ASP 


220 


22.497 


-3,073 


10.877 


1 


.00 


31,00 




1725 


N 


THR 


221 


23.808 


-1.263 


10.980 


1 


.00 


32,02 




1726 


CA 


THR 


221 


23.591 


-0-958 


9.581 


1 


.00 


38,44 




1727 


CB 


THR 


221 


23,564 


0.584 


9.406 


1 


.00 


41,81 




1728 


001 


THR 


221 


24.010 


0.941 


8.092 


1 


.00 


50,19 




1729 


CG2 


THR 


221 


24.430 


1.251 


10.476 


1 


.00 


41,82 




1730 


C 


THR 


221 


24.656 


-1.663 


8.704 


1 


.00 


38,27 




1731 


0 


THR 


221 


25.861 


-1.558 


8.961 


1 


.00 


37.56 




1732 


N 


ARG 


222 


24.204 


-2.402 


7.689 


1 


.00 


36.38 




1733 


CA 


ARG 


222 


25.105 


-3,153 


6.805 


1 


.00 


38.82 




1734 


CB 


ARG 


222 


24.277 


-4.055 


5.887 


1 


.00 


44.88 




1735 


CG 


ARG 


222 


24.392 


-5,532 


6.237 


1 


.00 


55.39 




1736 


CD 


ARG 


222 


24.585 


-6.394 


5.000 


1 


.00 


60.84 




1737 


NE 


ARG 


222 


25.888 


-6,166 


4.375 


1 


.00 


65.59 
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1738 


CZ 


ARC 


222 


26. 


415 


-6.937 


3. 


424 


1 


.00 


66. 


51 




1739 


NHl 


ARC 


222 


25. 


751 


-7.997 


2. 


976 


1 


.00 


65. 


57 




1740 


NH2 


ARC 


222 


27. 


611 


-6.649 


2. 


921 


1 


.00 


67. 


20 




1741 


C 


ARC 


222 


26. 


087 


-2.312 


5. 


964 


1 


.00 


35. 


30 




1742 


0 


ARC 


222 


25. 


664 


-1.489 


5. 


144 


1 


.00 


34. 


68 




1743 


N 


CYS 


223 


27. 


391 


-2.552 


6. 


140 


1 


.00 


28. 


37 




1744 


CA 


CYS 


223 


28. 


425 


-1.786 


5. 


431 


1 


.00 


25. 


64 




1745 


CB 


CYS 


223 


28. 


693 


-2.330 


4. 


026 


1 


.00 


28. 


82 




1746 


SG 


CYS 


223 


27. 


878 


-3.882 


3. 


597 


1 


.00 


38. 


53 




1747 


C 


CYS 


223 


27. 


953 


-0.345 


5. 


334 


1 


.00 


24. 


16 




1748 


0 


CYS 


223 


27. 


476 


0.127 


4. 


296 


1 


.00 


26. 


66 




1749 


N 


PHE 


224 


28. 


069 


0.355 


6. 


445 


1 


.00 


19. 


76 




1750 


CA 


PHE 


224 


27. 


617 


1.720 


6. 


495 


1 


.00 


17. 


21 




1751 


CB 


PHE 


224 


27. 


856 


2.311 


7. 


877 


1 


.00 


11. 


71 




1752 


CG 


PHE 


224 


27. 


251 


3.641 


8. 


038 


1 


.00 


6. 


54 




1753 


CDl 


PHE 


224 


28- 


009 


4.766 


7. 


904 


1 


.00 


3. 


35 




1754 


CD2 


PHE 


224 


25. 


892 


3.765 


8. 


248 


1 


.00 


12. 


53 




1755 


CEl 


PHE 


224 


27. 


436 


6.004 


7. 


966 


1 


.00 


12. 


14 




1756 


CE2 


PHE 


224 


25. 


299 


5.013 


8. 


317 


1 


.00 


17. 


37 




1757 


CZ 


PHE 


224 


26. 


080 


6.136 


8. 


172 


1 


.00 


12. 


23 




1758 


C 


PHE 


224 


28. 


303 


2.578 


5. 


449 


1 


.00 


20. 


24 




1759 


0 


PHE 


224 


27. 


700 


3.501 


4. 


899 


1 


.00 


18. 


35 




1760 


N 


ASP 


225 


29. 


573 


2.269 


5. 


197 


1 


.00 


19, 


31 




1761 


CA 


ASP 


225 


30. 


362 


3.005 


4. 


227 


1 


.00 


16. 


43 




1762 


CB 


ASP 


225 


31. 


798 


2.482 


4. 


217 


1 


.00 


18. 


29 




1763 


CG 


ASP 


225 


32. 


601 


2.966 


5. 


417 


1 


.00 


19. 


09 




1764 


ODl 


ASP 


225 


31, 


977 


3.479 


6. 


366 


1 


.00 


17. 


.99 




1765 


0D2 


ASP 


225 


33, 


845 


2.837 


5. 


415 


1 


.00 


17, 


.38 




1766 


C 


ASP 


225 


29. 


760 


2.899 


2. 


842 


1 


.00 


17, 


.37 
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1767 


0 


ASP 


225 


29.723 


3.883 


2. 


110 


1. 


00 


20.94 




1768 


N 


SER 


226 


29.261 


1.717 


2. 


492 


1. 


00 


15.11 




1769 


CA 


SER 


226 


28.673 


1.514 


1. 


176 


1. 


00 


14.56 




1770 


CB 


SER 


226 


28.655 


0.021 


0. 


851 


1. 


00 


17.21 




1771 


OG 


SER 


226 


29.953 


-0.366 


0. 


410 


1. 


00 


21.67 




1772 


C 


SER 


226 


27.276 


2.113 


0. 


982 


1. 


00 


14.33 




1773 


0 


SER 


226 


26.799 


2.244 


-0. 


147 


1. 


00 


10.11 




1774 


N 


THR 


227 


26.623 


2.490 


2. 


073 


1. 


00 


9.91 




1775 


CA 


THR 


227 


25.294 


3.071 


1. 


971 


1. 


00 


8.56 




1776 


CB 


THR 


227 


24.369 


2.649 


3. 


150 


1. 


00 


10.08 




1777 


OGl 


THR 


227 


24.792 


3.302 


4. 


359 


1. 


00 


12.01 




1778 


CG2 


THR 


227 


24.418 


1.143 


3. 


355 


1. 


00 


10.18 




1779 


C 


THR 


227 


25.350 


4.574 


1. 


969 


1. 


00 


6.14 




1780 


0 


THR 


227 


24.344 


5.214 


1. 


758 


1. 


00 


11.13 




1781 


N 


VAL 


228 


26.513 


5.153 


2. 


230 


1. 


00 


5.87 




1782 


CA 


VAL 


228 


26.582 


6.601 


2. 


228 


1. 


00 


9.08 




1783 


CB 


VAL 


228 


27.858 


7.094 


2. 


921 


1. 


00 


7.34 




1784 


CGI 


VAL 


228 


27.948 


8.626 


2. 


.854 


1, 


00 


6.44 




1785 


CG2 


VAL 


228 


27.844 


6.631 


4. 


.371 


1. 


00 


9.87 




1786 


C 


VAL 


228 


26.515 


7.106 


0 


.781 


1. 


00 


12.58 




1787 


0 


VAL 


228 


27.266 


6.663 


-0 


.092 


1. 


.00 


14.27 




1788 


N 


THR 


229 


25.599 


8.031 


0 


.532 


1. 


.00 


10.63 




1789 


CA 


THR 


229 


25.429 


8.566 


-0 


.799 


1. 


.00 


8.72 




1790 


CB 


THR 


229 


23.944 


8.879 


-1 


.091 


1. 


.00 


7.09 




1791 


OGl 


THR 


229 


23.484 


9.923 


-0 


.228 


1 


.00 


5.58 




1792 


CG2 


THR 


229 


23.100 


7.649 


-0 


.881 


1 


.00 


5.09 




1793 


C 


THR 


229 


26.245 


9.821 


-1 


,001 


1 


.00 


15.73 




1794 


0 


THR 


229 


26.903 


10.327 


-0 


.070 


1 


.00 


17.77 




1795 


N 


GLU 


230 


26.209 


10.321 


-2 


.229 


1 


.00 


15.28 
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1796 


CA 


GLU 


230 




1797 


CB 


GLU 


230 




1798 


CG 


GLU 


230 




1799 


CD 


GLU 


230 




1800 


OEl 


GLU 


230 




1801 


0E2 


GLU 


230 




1802 


C 


GLU 


230 




1803 


0 


GLU 


230 




1804 


N 


ASN 


231 




1805 


CA 


ASN 


231 




1806 


CB 


ASN 


231 




1807 


CG 


ASN 


231 




1808 


ODl 


ASN 


231 




1809 


ND2 


ASN 


231 




1810 


C 


ASN 


231 




1811 


0 


ASN 


231 




1812 


N 


ASP 


232 




1813 


CA 


ASP 


232 




1814 


CB 


ASP 


232 




1815 


CG 


ASP 


232 




1816 


ODl 


ASP 


232 




1817 


0D2 


ASP 


232 




1818 


C 


ASP 


232 




1819 


0 


ASP 


232 




1820 


N 


ILE 


233 




1821 


CA 


ILE 


233 




1822 


CB 


ILE 


233 




1823 


CG2 


ILE 


233 




1824 


CGI 


ILE 


233 



26.933 11.522 -2.568 1.00 16.64 

26.949 11.705 -4.082 1.00 26.00 

27.757 10.621 -4.804 1.00 34.06 

28.196 11.032 -6.212 1.00 38.31 

27.683 12.059 -6.730 1.00 37.25 

29.042 10.315 -6.799 1.00 39.10 

26.170 12.632 -1.885 1.00 17.08 

26.756 13.625 -1.413 1.00 16.22 

24.853 12.447 -1.827 1.00 11.51 

23.985 13.406 -1.165 1.00 13.50 

22.547 12.925 -1.153 1.00 19.01 

21.666 13.780 -0.266 1.00 22.76 

21.399 13.441 0.909 1.00 20.68 

21.202 14.897 -0.820 1.00 17.27 

24.424 13.570 0.285 1.00 14.00 

24.589 14.691 0.765 1.00 13.52 

24.593 12.437 0.974 1.00 8.91 

25.013 12.407 2.372 1.00 2.20 

25.279 10.970 2.794 1.00 2.00 

24.033 10.129 2.822 1.00 3.69 

24.182 8.903 2.689 1.00 10.01 

22.918 10.669 2.991 1.00 2.00 

26.290 13.211 2.589 1.00 7.59 

26.374 14.055 3.490 1.00 6.64 

27.295 12.907 1.765 1.00 8.41 

28.588 13.565 1.820 1.00 11.32 

29.612 12.848 0.900 1.00 15.31 

30.929 13.593 0.898 1.00 9.82 

29.813 11.416 1.384 1.00 14.26 
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1825 


CDl 


ILE 


233 


29.979 


10.419 


0.281 




1826 


C 


ILE 


233 


28.481 


15.035 


1.420 




1827 


0 


ILE 


233 


29.285 


15.857 


1.880 




1828 


N 


ARC 


234 


27.498 


15.368 


0.574 




1829 


CA 


ARC 


234 


27.331 


16.768 


0.184 




1830 


CB 


ARC 


234 


26.530 


16.900 


-1.103 




1831 


CG 


ARC 


234 


27.417 


17.138 


-2.298 




1832 


CD 


ARG 


234 


26.619 


17.293 


-3.600 




1833 


NE 


ARG 


234 


27.082 


16.371 


-4.630 




1834 


CZ 


ARG 


234 


26.349 


15.365 


-5.111 




1835 


NHl 


ARG 


234 


25.113 


15.153 


-4.656 




1836 


NH2 


ARG 


234 


26.851 


14.553 


-6.037 




1837 


C 


ARG 


234 


26.625 


17.475 


1.322 




1838 


0 


ARG 


234 


26.956 


18.600 


1.665 




1839 


N 


VAL 


235 


25.656 


16.787 


1.905 




1840 


CA 


VAL 


235 


24.902 


17.288 


3.039 




1841 


CB 


VAL 


235 


23.873 


16.229 


3.508 




1842 


CGI 


VAL 


235 


23.341 


16.596 


4.897 




1843 


CG2 


VAL 


235 


22.725 


16.119 


2.487 




1844 


C 


VAL 


235 


25.946 


17.544 


4.137 




1845 


0 


VAL 


235 


25.908 


18.550 


4.853 




1846 


N 


GLU 


236 


26.893 


16.622 


4.250 




1847 


CA 


GLU 


236 


27.974 


16.776 


5.209 




1848 


CB 


GLU 


236 


29.018 


15.693 


4.987 




1849 


CG 


GLU 


236 


29.445 


14.939 


6.205 




1850 


CD 


GLU 


236 


30.090 


13.622 


5.831 




1851 


OEl 


GLU 


236 


29.355 


12.613 


5.779 




1852 


0E2 


GLU 


236 


31.321 


13.604 


5.585 




1853 


C 


GLU 


236 


28.647 


18.136 


5.009 



8 2 



1.00 19.91 
1.00 13.30 
1.00 10-15 
1.00 7.69 
1.00 10.10 
1.00 6.01 
1.00 17.01 
1.00 21.96 
1.00 24.65 
1.00 34.89 
1.00 34.61 
1.00 31.42 
1.00 8.60 
1.00 14.56 

1.00 9.72 

1.00 13.66 

1.00 19.56 

1.00 20.84 

1.00 8.84 

1,00 18.09 

1.00 15.25 

1.00 16.55 

1.00 21.32 

1.00 25.28 

1.00 26.53 

1.00 30.94 

1.00 30.71 

1.00 29.82 

1.00 23.02 
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1854 


0 


GLU 


236 


28.558 


19.013 


5. 


854 


1 


.00 


27.89 




1855 


N 


GLU 


237 


29.329 


18.303 


3. 


882 


1 


.00 


25.21 




1856 


CA 


GLU 


237 


30.035 


19.547 


3. 


581 


1 


.00 


25.51 




1857 


CB 


GLU 


237 


30.327 


19.612 


2. 


087 


1 


.00 


28.35 




1858 


CG 


GLU 


237 


31.306 


20.686 


1. 


692 


1 


.00 


28.67 




1859 


CD 


GLU 


237 


30.690 


21.709 


0. 


744 


1 


.00 


30.11 




1860 


OEl 


GLU 


237 


29.455 


21.703 


0. 


543 


1 


.00 


32.75 




1861 


0E2 


GLU 


237 


31.443 


22.529 


0. 


196 


1 


.00 


28.55 




1862 


C 


GLU 


237 


29.312 


20.829 


4. 


021 


1 


.00 


27.38 




1863 


0 


GLU 


237 


29.936 


21.737 


4. 


603 


1 


.00 


25.26 




1864 


N 


SER 


238 


28.004 


20.900 


3. 


758 


1 


.00 


25.92 




1865 


CA 


SER 


238 


27.221 


22.089 


4. 


113 


1 


.00 


22.66 




1866 


CB 


SER 


238 


25.820 


22.024 


3. 


481 


1 


.00 


16.27 




1867 


OG 


SER 


238 


24.918 


21.202 


4. 


201 


1 


.00 


20.41 




1868 


C 


SER 


238 


27.130 


22.344 


5. 


619 


1 


.00 


22.53 




1869 


0 


SER 


238 


26.926 


23.481 


6. 


055 


1 


.00 


23.80 




1870 


N 


ILE 


239 


27.278 


21.286 


6. 


408 


1 


.00 


19.38 




1871 


CA 


ILE 


239 


27.271 


21.416 


7. 


863 


1 


.00 


18.62 




1872 


CB 


ILE 


239 


27.138 


20.044 


8. 


548 


1 


.00 


12.66 




1873 


CG2 


ILE 


239 


27.433 


20.172 


10. 


031 


1 


.00 


13.29 




1874 


CGI 


ILE 


239 


25.719 


19.513 


8. 


320 


1 


.00 


9.59 




1875 


CDl 


ILE 


239 


25.482 


18.160 


8. 


914 


1 


.00 


8.77 




1876 


C 


ILE 


239 


28.620 


22.050 


8. 


240 


1 


.00 


19.33 




1877 


0 


ILE 


239 


28.675 


23.007 


9. 


002 


1 


.00 


22.17 




1878 


N 


TYR 


240 


29.706 


21.512 


7. 


692 


1 


.00 


18.63 




1879 


CA 


TYR 


240 


31 . 033 


22.060 


7. 


937 


1 


.00 


15.25 




1880 


CB 


TYR 


240 


32.101 


21.358 


7. 


099 


1 


.00 


12.94 




1881 


CG 


TYR 


240 


32.232 


19.879 


7. 


.303 


1 


.00 


15.61 




1882 


CDl 


TYR 


240 


31.810 


19.268 


8 


.494 


1 


.00 


7.96 
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1883 


CEl 


TYR 




1884 


CD2 


TYR 




1885 


CE2 


TYR 




1886 


CZ 


TYR 




1887 


OH 


TYR 




1888 


C 


TYR 




1889 


0 


TYR 




1890 


N 


GLN 




1891 


CA 


GLN 




1892 


CB 


GLN 




1893 


CG 


GLN 




1894 


CD 


GLN 




1895 


OEl 


GLN 




1896 


NE2 


GLN 




1897 


C 


GLN 




1898 


0 


GLN 




1899 


N 


CYS 




1900 


CA 


CYS 




1901 


CB 


CYS 




1902 


SG 


CYS 




1903 


C 


CYS 




1904 


0 


CYS 




1905 


N 


CYS 




1906 


CA 


CYS 




1907 


CB 


CYS 




1908 


SG 


CYS 




1909 


C 


CYS 




1910 


0 


CYS 




1911 


N 


ASP 



240 31.900 17.894 

240 32.751 19.070 

240 32.845 17.684 

240 32.412 17.100 

240 32.459 15.729 

240 31.060 23.524 

240 31.664 24.344 

241 30.417 23.846 
241 30.428 25.219 
241 29.932 25.296 
241 30.778 24.585 
241 32.164 25.184 
241 32.458 26.302 
241 33.032 24.432 
241 29.578 26.137 

241 29.616 27.355 

242 28.786 25.560 
242 27.983 26.385 
242 26.889 25.548 
242 25.549 25.325 
242 28.922 26.979 

242 28.552 27.911 

243 30.141 26.436 
243 31.188 26.907 
243 32.382 25.951 
243 32.092 24.409 
243 31.730 28.235 

243 31.511 28.621 

244 32.445 28.920 



8. 


658 


1. 


00 


14. 


82 


6. 


279 


1. 


00 


12. 


69 


6. 


428 


1. 


00 


13. 


70 


7. 


622 


1. 


00 


19. 


88 


7. 


766 


1. 


00 


22. 


17 


7. 


527 


1. 


00 


17. 


48 


8. 


210 


1. 


00 


18. 


27 


6. 


401 


1. 


00 


16. 


83 


5. 


900 


1. 


00 


16. 


08 


4. 


439 


1. 


00 


16, 


21 


3. 


374 


1. 


00 


9. 


37 


3. 


171 


1. 


00 


17. 


64 


3. 


620 


1. 


.00 


14. 


54 


2. 


484 


1. 


.00 


16. 


20 


6. 


768 


1. 


.00 


18. 


,69 


6. 


.628 


1 


.00 


18, 


.09 


7 


.655 


1 


.00 


19. 


.26 


8 


.519 


1 


.00 


17. 


.13 


9 


.145 


1 


.00 


16 


.03 


7 


.971 


1 


.00 


24 


.62 


9.568 


1 


.00 


21 


.09 


10 


.295 


1 


.00 


19 


.82 


9 


.617 


1 


.00 


21 


.37 


10 


.534 


1 


.00 


24 


.50 


10 


.579 


1 


.00 


15 


.34 


11 


.389 


1 


.00 


29 


.68 


10 


.034 


1 


.00 


26 


.31 


8 


.883 


1 


.00 


21 


.13 


10 


.919 


1 


.00 


28 


.04 
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1912 


CA 


ASP 


244 


33. 


085 


30. 


174 


10. 


580 


1 


.00 


27. 


16 




1913 


CB 


ASP 


244 


33. 


130 


31. 


100 


11. 


784 


1 


.00 


29. 


16 




1914 


CG 


ASP 


244 


33. 


905 


32. 


357 


11. 


514 


1 


.00 


31. 


43 




1915 


ODl 


ASP 


244 


35. 


117 


32. 


266 


11. 


220 


1 


.00 


37. 


16 




1916 


0D2 


ASP 


244 


33. 


294 


33. 


441 


11. 


590 


1 


.00 


36. 


68 




1917 


C 


ASP 


244 


34. 


487 


29. 


727 


10. 


237 


1 


.00 


25. 


91 




1918 


0 


ASP 


244 


35. 


279 


29. 


447 


11. 


129 


1 


.00 


26. 


07 




1919 


N 


LEU 


245 


34. 


776 


29. 


634 


8. 


944 


1 


.00 


26. 


85 




1920 


CA 


LEU 


245 


36- 


088 


29. 


191 


8. 


467 


1 


.00 


25. 


33 




1921 


CB 


LEU 


245 


35. 


944 


27. 


889 


7. 


661 


1 


.00 


23. 


00 




1922 


CG 


LEU 


245 


35. 


291 


26. 


675 


8. 


334 


1 


.00 


23. 


70 




1923 


CDl 


LEU 


245 


34. 


274 


26. 


094 


7. 


391 


1 


.00 


24. 


92 




1924 


CD2 


LEU 


245 


36. 


349 


25. 


633 


8. 


710 


1 


.00 


23. 


20 




1925 


C 


LEU 


245 


36. 


846 


30. 


213 


7. 


609 


1 


.00 


25. 


10 




1926 


0 


LEU 


245 


36. 


262 


31, 


073 


6, 


931 


1 


.00 


19. 


47 




1927 


N 


ALA 


246 


38. 


165 


30, 


127 


7, 


661 


1 


.00 


22. 


80 




1928 


CA 


ALA 


246 


38. 


968 


31. 


003 


6. 


841 


1 


.00 


24. 


53 




1929 


CB 


ALA 


246 


40. 


432 


30. 


626 


6, 


981 


1 


.00 


18. 


27 




1930 


C 


ALA 


246 


38. 


488 


30. 


761 


5. 


391 


1 


.00 


25. 


10 




1931 


0 


ALA 


246 


38. 


089 


29. 


647 


5. 


030 


1 


.00 


21. 


52 




1932 


N 


PRO 


247 


38, 


515 


31. 


802 


4. 


549 


1 


.00 


25. 


86 




1933 


CD 


PRO 


247 


38. 


964 


33. 


168 


4. 


880 


1 


.00 


26, 


97 




1934 


CA 


PRO 


247 


38, 


086 


31, 


.683 


3. 


146 


1 


.00 


24, 


74 




1935 


CB 


PRO 


247 


38. 


381 


33. 


.070 


2, 


561 


1 


.00 


24, 


27 




1936 


CG 


PRO 


247 


38. 


414 


33 


.994 


3. 


.744 


1 


.00 


23, 


86 




1937 


C 


PRO 


247 


38. 


.806 


30 


.564 


2 


.363 


1 


.00 


25. 


32 




1938 


0 


PRO 


247 


38. 


.227 


29 


.934 


1 


.483 


1 


.00 


27, 


.92 




1939 


N 


GLU 


248 


40 


.070 


30 


.335 


2 


.693 


1 


.00 


26. 


.43 




1940 


CA 


GLU 


248 


40 


.895 


29 


.310 


2 


.064 


1 


.00 


29, 


.15 
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1941 


CB 


GLU 


248 


42. 


361 


29. 


577 


2. 


371 


1 


.00 


35. 


18 




1942 


CG 


GLU 


248 


42. 


988 


30. 


634 


1. 


512 


1 


.00 


40. 


16 




1943 


CD 


GLU 


248 


44. 


358 


30. 


220 


1. 


075 


1 


.00 


42. 


56 




1944 


OEl 


GLU 


248 


44. 


555 


29. 


000 


0. 


850 


1 


.00 


42. 


61 




1945 


0E2 


GLU 


248 


45. 


232 


31. 


109 


0. 


966 


1 


.00 


46. 


82 




1946 


C 


GLU 


248 


40. 


565 


27. 


908 


2. 


561 


1 


.00 


32. 


21 




1947 


0 


GLU 


248 


40. 


986 


26. 


914 


1. 


967 


1 


.00 


35. 


04 




1948 


N 


ALA 


249 


39. 


866 


27. 


829 


3. 


684 


1 


.00 


26. 


94 




1949 


CA 


ALA 


249 


39. 


477 


26. 


542 


4. 


232 


1 


.00 


27. 


37 




1950 


CB 


ALA 


249 


39. 


255 


26. 


651 


5. 


769 


1 


.00 


26. 


86 




1951 


C 


ALA 


249 


38. 


178 


26. 


153 


3. 


524 


1 


.00 


24. 


28 




1952 


0 


ALA 


249 


37. 


995 


25. 


002 


3. 


128 


1 


.00 


21. 


70 




1953 


N 


ARG 


250 


37. 


293 


27. 


136 


3. 


362 


1 


.00 


20. 


43 




1954 


CA 


ARG 


250 


36. 


021 


26. 


932 


2. 


700 


1 


.00 


23. 


31 




1955 


CB 


ARG 


250 


35. 


296 


28. 


256 


2. 


585 


1 


.00 


23. 


72 




1956 


CG 


ARG 


250 


34, 


488 


28. 


629 


3. 


788 


1 


.00 


28. 


13 




1957 


CD 


ARG 


250 


33. 


625 


29. 


837 


3. 


472 


1 


.00 


24. 


38 




1958 


NE 


ARG 


250 


33. 


181 


30, 


546 


4, 


674 


1 


.00 


31. 


26 




1959 


CZ 


ARG 


250 


32, 


473 


30, 


001 


5, 


659 


1 


.00 


28, 


67 




1960 


NHl 


ARG 


250 


32. 


115 


28, 


727 


5, 


600 


1 


.00 


28, 


56 




1961 


NH2 


ARG 


250 


32.115 


30, 


736 


6, 


702 


1 


.00 


34, 


72 




1962 


C 


ARG 


250 


36. 


224 


26. 


353 


1, 


308 


1 


.00 


23, 


99 




1963 


0 


ARG 


250 


35. 


535 


25. 


426 


0. 


898 


1 


.00 


24, 


35 




1964 


N 


GLN 


251 


37. 


178 


26. 


914 


0. 


580 


1 


.00 


29, 


27 




1965 


CA 


GLN 


251 


37. 


475 


26. 


468 


-0. 


779 


1 


.00 


34. 


81 




1966 


CB 


GLN 


251 


38 


363 


27. 


506 


-1. 


477 


1 


.00 


36. 


88 




1967 


CG 


GLN 


251 


38 


.883 


27. 


.078 


-2. 


832 


1 


.00 


42. 


09 




1968 


CD 


GLN 


251 


37 


.819 


27. 


.097 


-3. 


916 


1 


.00 


45. 


34 




1969 


OEl 


GLN 


251 


36 


.724 


27, 


,641 


-3. 


.742 


1 


.00 


43. 


.73 
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1970 


NE2 


GLN 


251 


38.142 


26. 


494 


-5. 


052 


1. 


00 


49.17 




1971 


C 


GLN 


251 


38.169 


25. 


103 


-0. 


749 


1. 


00 


33.48 




1972 


0 


GLN 


251 


38.177 


24. 


362 


-1. 


738 


1. 


00 


34.28 




1973 


N 


ALA 


252 


38.743 


24. 


782 


0. 


404 


1. 


00 


31.45 




1974 


CA 


ALA 


252 


39.446 


23. 


519 


0. 


609 


1. 


00 


26.65 




1975 


CB 


ALA 


252 


40.392 


23. 


635 


1. 


821 


1. 


00 


26.35 




1976 


C 


ALA 


252 


38.437 


22. 


422 


0. 


856 


1. 


00 


23.26 




1977 


0 


ALA 


252 


38.566 


21. 


308 


0. 


353 


1. 


00 


26.20 




1978 


N 


ILE 


253 


37.426 


22. 


762 


1. 


636 


1. 


00 


20.70 




1979 


CA 


ILE 


253 


36.392 


21, 


826 


1. 


998 


1. 


00 


25,42 




1980 


CB 


ILE 


253 


35.603 


22. 


364 


3. 


221 


1. 


00 


26.48 




1981 


CG2 


ILE 


253 


34.194 


21. 


777 


3. 


258 


1. 


00 


25.77 




1982 


CGI 


ILE 


253 


36.364 


22. 


012 


4. 


501 


1. 


00 


23.51 




1983 


CDl 


ILE 


253 


36.576 


23. 


185 


5. 


419 


1. 


00 


19.45 




1984 


C 


ILE 


253 


35.452 


21. 


548 


0. 


829 


1. 


00 


28.11 




1985 


0 


ILE 


253 


34.935 


20. 


.433 


0. 


.690 


1. 


00 


28.35 




1986 


N 


LYS 


254 


35.221 


22. 


.555 


-0 


.010 


1. 


00 


27.94 




1987 


CA 


LYS 


254 


34.344 


22 


.362 


-1 


.164 


1. 


00 


27.29 




1988 


CB 


LYS 


254 


34.041 


23 


.692 


-1 


.859 


1, 


00 


31.22 




1989 


CG 


LYS 


254 


32.903 


23 


.619 


-2 


.849 


1. 


.00 


32.19 




1990 


CD 


LYS 


254 


33.313 


24 


.099 


-4 


.223 


1. 


.00 


36.74 




1991 


CE 


LYS 


254 


32.348 


25 


.160 


-4 


.726 


1 


,00 


41.08 




1992 


NZ 


LYS 


254 


31.308 


24 


.585 


-5 


.610 


1 


.00 


43.09 




1993 


C 


LYS 


254 


35.079 


21 


.448 


-2 


.117 


1 


.00 


26.57 




1994 


0 


LYS 


254 


34.535 


20 


.441 


-2 


.600 


1 


.00 


26.31 




1995 


N 


SER 


255 


36.338 


21 


.794 


-2 


.353 


1 


.00 


23.15 




1996 


CA 


SER 


255 


37.185 


21 


.018 


-3 


.236 


1 


.00 


25.37 




1997 


CB 


SER 


255 


38.569 


21 


.643 


-3 


.327 


1 


.00 


22.33 




1998 


OG 


SER 


255 


39.368 


20 


.833 


-4 


.169 


1 


.00 


32.54 
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1999 


C 


SER 


255 


37. 


334 


19. 


539 


-2 


.858 


1. 


00 


24. 


84 




2000 


0 


SER 


255 


37. 


027 


18. 


666 


-3 


.672 


1. 


00 


27. 


25 




2001 


N 


LEU 


256 


37. 


802 


19. 


243 


-1 


.645 


1. 


00 


17. 


04 




2002 


CA 


LEU 


256 


37. 


973 


17. 


840 


-1 


.269 


1. 


GO 


15. 


83 




2003 


CB 


LEU 


256 


38. 


584 


17. 


739 


0 


.127 


1. 


GO 


18. 


84 




2004 


CG 


LEU 


256 


40. 


082 


18. 


046 


0 


.258 


1. 


GO 


16. 


70 




2005 


CDl 


LEU 


256 


40. 


300 


18. 


977 


1 


.445 


1. 


GO 


16. 


41 




2006 


CD2 


LEU 


256 


40. 


855 


16. 


770 


0 


.457 


1. 


GO 


10. 


37 




2007 


C 


LEU 


256 


36. 


635 


17. 


090 


-1 


.328 


1. 


GO 


13. 


95 




2008 


0 


LEU 


256 


36. 


570 


15. 


906 


-1 


.656 


1. 


GO 


14. 


47 




2009 


N 


THR 


257 


35. 


552 


17. 


788 


-1 


.023 


1. 


GO 


12. 


60 




2010 


CA 


THR 


257 


34. 


250 


17. 


151 


-1 


.069 


1. 


GO 


11. 


14 




2011 


CB 


THR 


257 


33. 


190 


18. 


104 


-0 


.623 


1. 


GO 


8. 


15 




2012 


OGl 


THR 


257 


33. 


436 


18. 


441 


0 


.737 


1. 


GO 


16. 


01 




2013 


CG2 


THR 


257 


31. 


814 


17. 


490 


-0 


.794 


1. 


00 


2. 


00 




2014 


C 


THR 


257 


33. 


892 


16. 


639 


-2 


.466 


1. 


00 


12. 


38 




2015 


0 


THR 


257 


33. 


528 


15. 


480 


-2 


.603 


1. 


GO 


13. 


28 




2016 


N 


GLU 


258 


33. 


992 


17, 


501 


-3 


.488 


1. 


GO 


15. 


08 




2017 


CA 


GLU 


258 


33. 


660 


17. 


129 


-4 


.881 


1. 


GO 


16. 


55 




2018 


CB 


GLU 


258 


33. 


467 


18. 


368 


-5 


.777 


1. 


GO 


18. 


49 




2019 


CG 


GLU 


258 


32. 


347 


19. 


334 


-5 


.396 


1. 


GO 


12. 


86 




2020 


CD 


GLU 


258 


30. 


980 


18. 


902 


-5 


.897 


1. 


00 


19. 


96 




2021 


OEl 


GLU 


258 


29. 


970 


19. 


540 


-5 


.533 


1. 


00 


28. 


35 




2022 


0E2 


GLU 


258 


30. 


892 


17. 


926 


-6 


.658 


1. 


GO 


18. 


70 




2023 


C 


GLU 


258 


34, 


733 


16. 


270 


-5 


.535 


1. 


GO 


16. 


06 




2024 


0 


GLU 


258 


34. 


445 


15, 


518 


-6 


.463 


1. 


00 


24. 


28 




2025 


N 


ARG 


259 


35. 


961 


16. 


355 


-5 


.044 


1. 


GO 


13. 


40 




2026 


CA 


ARG 


259 


37. 


055 


15. 


608 


-5 


.652 


1. 


00 


15. 


24 




2027 


CB 


ARG 


259 


38. 


331 


16. 


.434 


-5 


.616 


1. 


00 


15. 


45 
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2028 


CG 


ARC 


259 


38.341 




2029 


CD 


ARG 


259 


39.610 




2030 


NE 


ARG 


259 


40.440 




2031 


CZ 


ARG 


259 


41.722 




2032 


NHl 


ARG 


259 


42.296 




2033 


NH2 


ARG 


259 


42.424 




2034 


C 


ARG 


259 


37.375 




2035 


0 


ARG 


259 


37.733 




2036 


N 


LEU 


260 


37.279 




2037 


CA 


LEU 


260 


37.620 




2038 


CB 


LEU 


260 


38.926 




2039 


CG 


LEU 


260 


39.383 




2040 


CDl 


LEU 


260 


40.401 




2041 


CD2 


LEU 


260 


39.978 




2042 


C 


LEU 


260 


36.532 




2043 


0 


LEU 


260 


36.221 




2044 


N 


TYR 


261 


35.933 




2045 


CA 


TYR 


261 


34.901 




2046 


CB 


TYR 


261 


34.425 




2047 


CG 


TYR 


261 


35.528 




2048 


CDl 


TYR 


261 


36.600 




2049 


CEl 


TYR 


261 


37.627 




2050 


CD2 


TYR 


261 


35.517 




2051 


CE2 


TYR 


261 


36.531 




2052 


CZ 


TYR 


261 


37.583 




2053 


OH 


TYR 


261 


38.567 




2054 


C 


TYR 


261 


33.702 




2055 


0 


TYR 


261 


33.258 




2056 


N 


ILE 


262 


33.189 



17. 


685 


-6. 


499 


1. 


00 


18. 


00 


17. 


646 


-7. 


330 


1. 


00 


14. 


70 


18. 


823 


-7. 


238 


1. 


00 


19. 


54 


18. 


841 


-7. 


588 


1. 


00 


23. 


21 


17. 


739 


-8. 


052 


1. 


00 


18. 


68 


19. 


965 


-7. 


500 


1. 


00 


26. 


81 


14. 


253 


-5. 


062 


1. 


00 


15. 


76 


13. 


317 


-5. 


774 


1. 


00 


16. 


41 


14. 


148 


-3. 


749 


1. 


00 


18. 


48 


12. 


905 


-3. 


104 


1. 


00 


14. 


79 


13. 


123 


-2. 


358 


1. 


00 


14. 


19 


12, 


280 


-1. 


181 


1. 


00 


13. 


57 


11. 


272 


-1. 


632 


1. 


00 


9, 


18 


13. 


222 


-0. 


155 


1. 


00 


10. 


22 


12. 


,315 


-2. 


.210 


1, 


00 


13. 


96 


11, 


.140 


-2 


.337 


1. 


00 


9. 


01 


13. 


.120 


-1 


.340 


1. 


00 


12, 


.89 


12. 


.597 


-0 


.436 


1 


.00 


15. 


.89 


13 


.698 


0 


.526 


1 


.00 


13. 


.43 


14 


.180 


1 


.445 


1 


.00 


11 


.40 


13 


.367 


1 


.761 


1 


.00 


7 


.86 


13 


.832 


2 


.555 


1 


.00 


13 


.56 


15 


.467 


1 


.947 


1 


.00 


13 


.43 


15 


.934 


2 


.727 


1 


.00 


13 


.28 


15 


.121 


3 


.032 


1 


.00 


14 


.20 


15 


.619 


3 


.845 


1 


.00 


18 


.77 


11 


.987 


-1 


.139 


1 


.00 


14 


.37 


10 


.903 


-0 


.791 


1 


.00 


13 


.68 


12 


.698 


-2 


.134 


1 


.00 


17 


.32 
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2057 


CA 


ILE 




2058 


CB 


ILE 




2059 


CG2 


ILE 




2060 


CGI 


ILE 




2061 


GDI 


ILE 




2062 


C 


ILE 




2063 


0 


ILE 




2064 


N 


GLY 




2065 


CA 


GLY 




2066 


C 


GLY 




2067 


0 


GLY 




2068 


N 


GLY 




2069 


CA 


GLY 




2070 


C 


GLY 




2071 


0 


GLY 




2072 


N 


PRO 




2073 


CD 


PRO 




2074 


CA 


PRO 




2075 


CB 


PRO 




2076 


CG 


PRO 




2077 


C 


PRO 




2078 


0 


PRO 




2079 


N 


LEU 




2080 


CA 


LEU 




2081 


CB 


LEU 




90R9 


CG 


LEU 




2083 


CDl 


LEU 




2084 


CD2 


LEU 




2085 


C 


LEU 



262 


32.035 


12.262 


262 


31.620 


13.392 


262 


31.733 


12.967 


262 


30.228 


13.869 


262 


30.270 


15.040 


262 


32.279 


10.981 


262 


31.361 


10.208 


263 


33.522 


10.750 


263 


33.822 


9.567 


263 


35.048 


9.801 


263 


35.675 


10.874 


264 


35.380 


8.808 


264 


36.543 


8.912 


264 


37.030 


7.554 


264 


36.468 


6.526 


265 


38.062 


7.522 


265 


38,743 


8.716 


265 


38.642 


6.295 


265 


39.563 


6,796 


265 


39.950 


8.134 


265 


39.414 


5.482 


265 


40.034 


6.044 


266 


39.404 


4.161 


266 


40.088 


3.242 


266 


39.097 


2.180 




37.951 


2.784 


266 


36.662 


2.020 


266 


38.329 


2.771 


266 


41.324 


2.555 



-2.906 1.00 18.38 

-3.850 1.00 24.13 

-5.299 1.00 23.73 

-3.464 1.00 24.22 

-2.530 1.00 22.83 

-3.698 1.00 17.72 

-3.945 1.00 23.83 

-4.089 1.00 14.02 

-4.860 1.00 13.07 

-5.722 1.00 15.51 

-5.649 1.00 12.52 

-6.548 1.00 11.84 

-7.408 1.00 10.59 

-7.880 1.00 15.77 

-7.501 1.00 18.26 

-8.739 1.00 16,69 

-9.275 1.00 21.57 

-9.283 1.00 15.40 

-10.403 1.00 15.76 

-10.015 1.00 15.43 

-8.253 1.00 15.52 

-7.363 1.00 11.46 

-8.425 1.00 19.24 

-7.522 1.00 19.03 

-7.029 1.00 19.47 

-6.208 1.00 23.78 

-6.470 1.00 16.22 

-4.716 1.00 22.20 

-8.118 1.00 18.52 
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2086 


0 


LEU 




2087 


N 


THR 




2088 


CA 


THR 




2089 


CB 


THR 




2090 


OGl 


THR 




2091 


CG2 


THR 




2092 


C 


THR 




2093 


0 


THR 




2094 


N 


ASN 




2095 


CA 


ASN 




2096 


CB 


ASN 




2097 


CG 


ASN 




2098 


ODl 


ASN 




2099 


ND2 


ASN 




2100 


C 


ASN 




2101 


0 


ASN 




2102 


N 


SER 




2103 


CA 


SER 




2104 


CB 


SER 




2105 


OG 


SER 




2106 


C 


SER 




2107 


0 


SER 




2108 


N 


LYS 




2109 


CA 


LYS 




2110 


CB 


LYS 




2111 


CG 


LYS 




2112 


CD 


LYS 




2113 


CE 


LYS 




2114 


NZ 


LYS 



266 


41.220 


1.656 


267 


42.502 


2.964 


267 


43.746 


2.385 


267 


44.731 


3.515 


267 


44.023 


4.584 


267 


45.871 


3.025 


267 


44.341 


1.402 


267 


44.317 


1.685 


268 


44.854 


0.257 


268 


45.447 


-0.741 


268 


45.309 


-2.144 


268 


46.118 


-2.317 


268 


47.108 


-1.631 


268 


45.697 


-3.244 


268 


46.916 


-0.448 


268 


47.415 


0.641 


269 


47.609 


-1.402 


269 


49.019 


-1.182 


269 


49.531 


-2.304 


269 


49.137 


-3.591 


269 


49.941 


-1.080 


269 


50.966 


-0.383 


270 


49.560 


-1.759 


270 


50.350 


-1.756 


270 


50.439 


-3.172 


270 


49-904 


-4.202 


270 


50.995 


-5 . 139 


270 


50.755 


-6.511 


270 


49.453 


-6.575 



-8.939 1.00 11.92 

-7.662 1.00 23.15 

-8.146 1.00 26.03 

-8.442 1.00 26.23 

-9.085 1.00 22.47 

-9.330 1.00 22.46 

-7.111 1.00 28.57 

-5.907 1.00 34.94 

-7.574 1.00 24-49 

-6.682 1.00 25.47 

-7.298 1.00 26.74 

-8.567 1.00 26.59 

-8.789 1.00 31.14 

-9.403 1.00 23.96 

-6.321 1.00 24.45 

-6.576 1.00 25.01 

-5.709 1.00 25.69 

-5.344 1.00 26-70 

-4-423 1.00 23.84 

-4.876 1-00 24-85 

-6.570 1-00 27-41 

-6-544 1.00 24.61 

-7.646 1.00 27.65 

-8.877 1.00 34-24 

-9.427 1.00 38-14 

-8-453 1.00 41.52 

-7.996 1.00 39.96 

-8.584 1.00 41.32 

-9.308 1.00 43.81 
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2115 


C 


LYS 




2116 


0 


LYS 




2117 


N 


GLY 




2118 


CA 


GLY 




2119 


C 


GLY 




2120 


0 


GLY 




2121 


N 


GLN 




2122 


CA 


GLN 




2123 


CB 


GLN 




2124 


CG 


GLN 




2125 


CD 


GLN 




2126 


OEl 


GLN 




2127 


NE2 


GLN 




2128 


C 


GLN 




2129 


0 


GLN 




2130 


N 


ASN 




2131 


CA 


ASN 




2132 


CB 


ASN 




2133 


CG 


ASN 




2134 


ODl 


ASN 




2135 


ND2 


ASN 




2136 


C 


ASN 




2137 


0 


ASN 




2138 


N 


CYS 




2139 


CA 


CYS 




2140 


CB 


CYS 




2141 


SG 


CYS 




2142 


C 


CYS 




2143 


0 


CYS 



270 


49.826 


-0.827 


270 


49.728 


-1.225 


271 


49.483 


0.400 


271 


48.991 


1.414 


271 


47.811 


1.148 


271 


47.401 


2.070 


272 


47.266 


-0.065 


272 


46.130 


-0.367 


272 


46.006 


-1.879 


272 


45.118 


-2.350 


272 


45.018 


-3.871 


272 


44.301 


-4.474 


272 


45.741 


-4.500 


272 


44.817 


0.220 


272 


44.737 


0.578 


273 


43.786 


0.316 


273 


42.499 


0.884 


273 


42.012 


1.888 


273 


40.898 


2.782 


273 


39.724 


2.603 


273 


41.258 


3.748 


273 


41.450 


-0.196 


273 


41.161 


-1.012 


274 


40.859 


-0.186 


274 


39.897 


-1.224 


274 


40.167 


-1.645 


274 


41.736 


-2.465 


274 


38.408 


-0.941 


274 


37.586 


-1.876 



-9.965 1.00 32.73 

-11.122 1.00 32.11 

-9.569 1.00 32.07 

-10.486 1.00 27.34 

-11.414 1.00 26.74 

-12.131 1.00 29.62 

-11.434 1.00 16.78 

-12.298 1.00 22.50 

-12.461 1.00 25.20 

-13.607 1.00 28.05 

-13.633 1.00 32.35 

-14.450 1.00 33.79 

-12.724 1.00 31.21 

-11.742 1.00 27.23 

-10.560 1.00 29.76 

-12.586 1.00 26.20 

-12.162 1.00 23.35 

-13.211 1.00 30.32 

-12.692 1.00 38.52 

-13.043 1.00 38.61 

-11.842 1.00 35.47 

-11.913 1.00 23.09 

-12.788 1.00 25.78 

-10.724 1.00 23.19 

-10.330 1.00 25.74 

-8.878 1.00 24.20 

-8.623 1.00 32.90 

-10.453 1.00 26.08 

-10.466 1.00 28.31 
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2144 


N 


GLY 


275 


38. 


050 


0.335 


-10. 


517 


1 


.00 


23. 


19 




2145 


CA 


GLY 


275 


36. 


646 


0.672 


-10. 


599 


1 


.00 


16. 


16 




2146 


C 


GLY 


275 


36. 


427 


2.072 


-10. 


091 


1 


.00 


17. 


69 




2147 


0 


GLY 


275 


37. 


376 


2.835 


-9. 


931 


1 


.00 


19. 


74 




2148 


N 


TYR 


276 


35. 


173 


2.416 


-9. 


835 


1 


.00 


19. 


21 




2149 


CA 


TYR 


276 


34. 


836 


3.739 


-9. 


355 


1 


.00 


16. 


79 




2150 


CB 


TYR 


276 


34. 


070 


4.493 


-10. 


431 


1 


.00 


17. 


22 




2151 


CG 


TYR 


276 


34. 


243 


5.978 


-10. 


351 


1 


.00 


19. 


00 




2152 


CDl 


TYR 


276 


35. 


434 


6.571 


-10. 


743 


1 


.00 


22. 


14 




2153 


CEl 


TYR 


276 


35. 


615 


7.941 


-10. 


648 


1 


.00 


19. 


36 




2154 


CD2 


TYR 


276 


33. 


226 


6.798 


-9. 


852 


1 


.00 


14. 


77 




2155 


CE2 


TYR 


276 


33, 


397 


8.170 


-9. 


754 


1 


.00 


10. 


07 




2156 


CZ 


TYR 


276 


34. 


597 


8.732 


-10. 


155 


1 


.00 


16. 


49 




2157 


OH 


TYR 


276 


34. 


787 


10.097 


-10. 


115 


1 


.00 


22- 


80 




2158 


C 


TYR 


276 


34. 


Oil 


3.693 


-8. 


076 


1 


.00 


22. 


07 




2159 


0 


TYR 


276 


33. 


140 


2.816 


-7. 


904 


1 


.00 


16. 


49 




2160 


N 


ARG 


277 


34. 


286 


4.661 


-7. 


193 


1 


.00 


22. 


20 




2161 


CA 


ARG 


277 


33. 


605 


4.779 


-5. 


896 


1 


.00 


19. 


05 




2162 


CB 


ARG 


277 


34. 


646 


4.965 


-4. 


796 


1 


.00 


16. 


38 




2163 


CG 


ARG 


277 


34. 


065 


5.125 


-3. 


422 


1 


.00 


13. 


13 




2164 


CD 


ARG 


277 


35. 


184 


5.349 


-2. 


433 


1 


,00 


12. 


73 




2165 


NE 


ARG 


277 


35. 


.316 


6.761 


-2. 


171 


1 


.00 


10. 


46 




2166 


CZ 


ARG 


277 


36 


.252 


7.522 


-2. 


699 


1 


.00 


13. 


10 




2167 


NHl 


ARG 


277 


37 


.155 


6.999 


-3. 


524 


1 


.00 


19. 


62 




2168 


NH2 


ARG 


277 


36 


.262 


8.811 


-2 


.428 


1 


.00 


11. 


60 




2169 


C 


ARG 


277 


32 


.587 


5.927 


-5 


.812 


1 


.00 


16. 


.53 




2170 


0 


ARG 


277 


32 


.871 


7.046 


-6 


.231 


1 


.00 


13. 


.19 




2171 


N 


ARG 


278 


31 


.412 


5.643 


-5 


.259 


1 


.00 


11 


.39 




2172 


CA 


ARG 


278 


30 


.382 


6.666 


-5 


.109 


1 


.00 


17 


.01 
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2173 


CB 


ARG 


278 


29.261 


6. 


436 


-6. 


126 


1 


.00 


15. 


88 




2174 


CG 


ARG 


278 


29.617 


6. 


850 


-7. 


545 


1 


.00 


25. 


88 




2175 


CD 


ARG 


278 


28.637 


6. 


259 


-8. 


557 


1 


.00 


31. 


56 




2176 


NE 


ARG 


278 


28.891 


6. 


737 


-9. 


914 


1 


.00 


38. 


90 




2177 


CZ 


ARG 


278 


29.297 


5. 


959 


-10. 


918 


1 


.00 


46. 


20 




2178 


NHl 


ARG 


278 


29.498 


4. 


657 


-10. 


721 


1 


.00 


40. 


83 




2179 


NH2 


ARG 


278 


29.501 


6. 


485 


-12. 


124 


1 


.00 


44. 


92 




2180 


C 


ARG 


278 


29.802 


6. 


709 


-3. 


678 


1 


.00 


18. 


33 




2181 


0 


ARG 


278 


28.791 


7, 


363 


-3. 


413 


1 


.00 


14. 


86 




2182 


N 


CYS 


279 


30.443 


5. 


988 


-2. 


763 


1 


.00 


18. 


74 




2183 


CA 


CYS 


279 


30.013 


5. 


951 


-1. 


372 


1 


.00 


20. 


34 




2184 


CB 


CYS 


279 


29.734 


4. 


521 


-0. 


910 


1 


.00 


13. 


54 




2185 


SG 


CYS 


279 


31.032 


3. 


386 


-1. 


400 


1 


.00 


11. 


81 




2186 


C 


CYS 


279 


31.158 


6. 


530 


-0. 


580 


1 


.00 


19. 


14 




2187 


0 


CYS 


279 


31.995 


7. 


229 


-1. 


131 


1 


.00 


18. 


85 




2188 


N 


ARG 


280 


31.204 


6. 


230 


0. 


708 


1 


.00 


20, 


55 




2189 


CA 


ARG 


280 


32.266 


6. 


765 


1. 


551 


1 


.00 


19, 


72 




2190 


CB 


ARG 


280 


31.760 


6, 


890 


2. 


994 


1 


.00 


17. 


16 




2191 


CG 


ARG 


280 


32.765 


6. 


.504 


4. 


033 


1 


.00 


18. 


71 




2192 


CD 


ARG 


280 


32.721 


7, 


.441 


5. 


217 


1 


.00 


21. 


.86 




2193 


NE 


ARG 


280 


32.610 


8. 


.844 


4. 


846 


1 


.00 


12. 


.51 




2194 


CZ 


ARG 


280 


31.542 


9 


.602 


5, 


089 


1 


.00 


16. 


.04 




2195 


NHl 


ARG 


280 


30.483 


9 


.096 


5. 


697 


1 


.00 


10 


.02 




2196 


NH2 


ARG 


280 


31.543 


10 


.884 


4. 


738 


1 


.00 


16 


.85 




2197 


C 


ARG 


280 


33.534 


5 


.924 


1. 


507 


1 


.00 


17 


.65 




2198 


0 


ARG 


280 


33.477 


4 


.698 


1 


.508 


1 


.00 


16 


.85 




2199 


N 


ALA 


281 


34.673 


6 


.602 


1 


.461 


1 


.00 


19 


.88 




2200 


CA 


ALA 


281 


35.978 


5 


.943 


1 


.465 


1 


.00 


20 


.82 




2201 


CB 


ALA 


281 


37.025 


6 


.809 


0 


.748 


1 


.00 


17 


.70 
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2202 


C 


ALA 


281 


36.359 


5 


.788 


2. 


933 


1. 


00 


20. 


37 




2203 


0 


ALA 


281 


36.121 


6 


.686 


3. 


730 


1. 


00 


17. 


90 




2204 


N 


SER 


282 


36.964 


4 


.658 


3. 


275 


1. 


00 


23. 


63 




2205 


CA 


SER 


282 


37.369 


4 


.377 


4. 


643 


1. 


00 


24. 


68 




2206 


CB 


SER 


282 


37.569 


2 


.883 


4. 


808 


1. 


00 


28. 


10 




2207 


OG 


SER 


282 


38.795 


2 


.513 


4. 


200 


1. 


00 


34. 


10 




2208 


C 


SER 


282 


38.640 


5 


.071 


5. 


121 


1. 


00 


22. 


98 




2209 


0 


SER 


282 


38.854 


5 


.217 


6. 


322 


1. 


00 


24. 


18 




2210 


N 


GLY 


283 


39.491 


5 


.492 


4. 


200 


1. 


00 


22. 


59 




2211 


CA 


GLY 


283 


40.740 


6 


.108 


4. 


625 


1. 


00 


15. 


51 




2212 


C 


GLY 


283 


40.877 


7 


.601 


4. 


545 


1- 


00 


14. 


39 




2213 


0 


GLY 


283 


41.999 


8 


.113 


4. 


428 


1. 


00 


19. 


94 




2214 


N 


VAL 


284 


39.763 


8 


.316 


4. 


625 


1. 


00 


12. 


87 




2215 


CA 


VAL 


284 


39.817 


9 


.774 


4. 


547 


1. 


00 


16. 


46 




2216 


CB 


VAL 


284 


38.707 


10 


.334 


3. 


625 


1. 


00 


18. 


23 




2217 


CGI 


VAL 


284 


39.306 


10 


.638 


2. 


256 


1. 


00 


15. 


09 




2218 


CG2 


VAL 


284 


37.548 


9 


.344 


3. 


526 


1. 


00 


15. 


13 




2219 


C 


VAL 


284 


39.698 


10 


.370 


5. 


935 


1. 


00 


16. 


16 




2220 


0 


VAL 


284 


39.365 


9 


.654 


6. 


873 


1. 


00 


21. 


25 




2221 


N 


LEU 


285 


39.976 


11 


.662 


6. 


085 


1. 


00 


14. 


54 




2222 


CA 


LEU 


285 


39.925 


12 


.283 


7. 


419 


1. 


00 


18. 


17 




2223 


CB 


LEU 


285 


40.591 


13 


.671 


7. 


397 


1. 


00 


11. 


77 




2224 


CG 


LEU 


285 


40.737 


14 


.212 


8. 


834 


1. 


00 


14. 


87 




2225 


CDl 


LEU 


285 


41.712 


13 


.349 


9. 


575 


1. 


00 


11. 


35 




2226 


CD2 


LEU 


285 


41.217 


15 


.638 


8. 


873 


1. 


00 


11- 


98 




2227 


C 


LEU 


285 


38.514 


12 


.438 


8. 


003 


1. 


00 


18. 


78 




2228 


0 


LEU 


285 


38.289 


12 


.278 


9. 


209 


1. 


00 


19. 


14 




2229 


N 


THR 


286 


37.579 


12 


.769 


7. 


122 


1. 


00 


16. 


92 




2230 


CA 


THR 


286 


36.196 


13 


.021 


7. 


463 


1. 


00 


8. 


41 
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2231 


CB 


THR 


286 


35. 


523 


13. 


887 


6. 


360 


1. 


00 


11.85 




2232 


OGl 


THR 


286 


35. 


864 


13. 


329 


5. 


089 


1. 


00 


11.25 




2233 


CG2 


THR 


286 


35. 


980 


15. 


366 


6. 


408 


1. 


00 


3.47 




2234 


C 


THR 


286 


35. 


373 


11. 


752 


7. 


600 


1. 


00 


8.58 




2235 


0 


THR 


286 


34. 


179 


11. 


830 


7. 


885 


1. 


00 


6.30 




2236 


N 


THR 


287 


35. 


974 


10. 


578 


7. 


437 


1. 


00 


9.98 




2237 


CA 


THR 


287 


35. 


132 


9. 


384 


7. 


502 


1. 


00 


14.51 




2238 


CB 


THR 


287 


35. 


869 


8. 


126 


6. 


964 


1. 


00 


11.97 




2239 


OGl 


THR 


287 


35. 


300 


6. 


948 


7. 


537 


1. 


00 


16.98 




2240 


CG2 


THR 


287 


37. 


317 


8. 


174 


7. 


251 


1. 


00 


16.02 




2241 


C 


THR 


287 


34, 


472 


9. 


109 


8. 


858 


1. 


.00 


14.94 




2242 


0 


THR 


287 


33. 


288 


8. 


733 


8. 


922 


1. 


.00 


17.04 




2243 


N 


SER 


288 


35. 


214 


9. 


323 


9, 


937 


1. 


.00 


15.88 




2244 


CA 


SER 


288 


34. 


672 


9. 


123 


11. 


291 


1 


.00 


15.93 




2245 


CB 


SER 


288 


35. 


.797 


9. 


242 


12. 


319 


1 


.00 


14.91 




2246 


OG 


SER 


288 


35. 


.262 


9 


346 


13. 


595 


1 


.00 


17.41 




2247 


C 


SER 


288 


33 


.593 


10 


.172 


11 


.602 


1 


.00 


13.04 




2248 


0 


SER 


288 


32 


.439 


9 


.844 


11 


.871 


1 


.00 


12.73 




2249 


N 


CYS 


289 


33 


.983 


11 


.438 


11 


.559 


1 


.00 


7.29 




2250 


CA 


CYS 


289 


33 


.046 


12 


.511 


11 


.836 


1 


.00 


10.66 




2251 


CB 


CYS 


289 


33 


.793 


13 


.851 


11 


.834 


1 


.00 


5.96 




2252 


SG 


CYS 


289 


32 


.783 


15 


.279 


11 


.493 


1 


.00 


22.59 




2253 


C 


CYS 


289 


31 


.863 


12 


.527 


10 


.846 


1 


.00 


12.55 




2254 


0 


CYS 


289 


30 


.734 


12 


.875 


11 


.212 


1 


.00 


14.62 




2255 


N 


GLY 


290 


32 


.127 


12 


.168 


9 


.591 


1 


.00 


14.52 




2256 


CA 


GLY 


290 


31 


.074 


12 


.120 


8 


.590 


1 


.00 


9.51 




2257 


C 


GLY 


290 


30 


.057 


11 


.040 


8 


.936 


1 


.00 


14.36 




2258 


0 


GLY 


290 


28 


.852 


11 


.313 


9 


.001 


1 


.00 


13.85 




2259 


N 


ASN 


291 


30 


.524 


9 


.813 


9 


.168 


1 


.00 


10.21 
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2260 


CA 


ASN 


291 


29. 


611 


8.721 


9. 


508 


1. 


00 


13. 


14 




2261 


CB 


ASN 


291 


30. 


372 


7.399 


9. 


663 


1. 


00 


12. 


39 




2262 


CG 


ASN 


291 


30. 


742 


6.787 


8. 


343 


1. 


00 


16. 


70 




2263 


ODl 


ASN 


291 


30. 


444 


7.334 


7. 


291 


1. 


00 


19. 


76 




2264 


ND2 


ASN 


291 


31. 


398 


5.645 


8. 


388 


1. 


00 


14. 


60 




2265 


C 


ASN 


291 


28. 


840 


9.007 


10. 


803 


1. 


00 


13. 


64 




2266 


0 


ASN 


291 


27. 


672 


8.669 


10. 


912 


1. 


00 


16. 


48 




2267 


N 


THR 


292 


29. 


498 


9.615 


11. 


787 


1. 


00 


13. 


64 




2268 


CA 


THR 


292 


28. 


829 


9.926 


13. 


033 


1. 


00 


11. 


88 




2269 


CB 


THR 


292 


29. 


814 


10.420 


14. 


092 


1. 


00 


11. 


39 




2270 


OGl 


THR 


292 


30. 


878 


9.460 


14. 


247 


1. 


00 


9. 


50 




2271 


CG2 


THR 


292 


29. 


099 


10.572 


15. 


406 


1. 


00 


2. 


48 




2272 


C 


THR 


292 


27. 


731 


10.956 


12. 


834 


1. 
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047 


23. 


960 


1. 


00 


17. 


77 




2432 


CD2 


LEU 


314 


26. 


894 


5. 


591 


24. 


223 


1. 


00 


12. 


90 




2433 


C 


LEU 


314 


25. 


.239 


7. 


028 


20. 


299 


1. 


00 


14. 


13 
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2434 


0 


LEU 


314 


24. 


850 


5. 


949 


19. 


880 


1 


.00 


14. 


97 




2435 


N 


VAL 


315 


26. 


035 


7. 


834 


19. 


611 


1 


.00 


14. 


46 




2436 


CA 


VAL 


315 


26. 


490 


7. 


507 


18. 


260 


1 


.00 


8. 


47 




2437 


CB 


VAL 


315 


25. 


917 


8. 


539 


17. 


235 


1 


.00 


9. 


94 




2438 


CGI 


VAL 


315 


26. 


126 


8. 


042 


15. 


792 


1 


.00 


6. 


93 




2439 


CG2 


VAL 


315 


24. 


448 


8. 


787 


17. 


529 


1 


.00 


7. 


37 




2440 


C 


VAL 


315 


28. 


000 


7. 


504 


18. 


113 


1 


.00 


8. 


16 




2441 


0 


VAL 


315 


28. 


666 


8. 


471 


18. 


449 


1 


.00 


11. 


71 




2442 


N 


ASN 


316 


28. 


534 


6. 


416 


17. 


597 


1 


.00 


13. 


18 




2443 


CA 


ASN 


316 


29. 


976 


6. 


296 


17. 


363 


1 


.00 


16. 


47 




2444 


CB 


ASN 


316 


30. 


589 


5. 


250 


18. 


304 


1 


.00 


20. 


03 




2445 


CG 


ASN 


316 


30. 


712 


5. 


740 


19. 


732 


1 


.00 


18. 


37 




2446 


ODl 


ASN 


316 


31. 


819 


5. 


855 


20. 


260 


1 


.00 


24, 


84 




2447 


ND2 


ASN 


316 


29. 


581 


6. 


024 


20. 


364 


1 


.00 


11. 


13 




2448 


C 


ASN 


316 


30. 


130 


5. 


846 


15. 


898 


1 


.00 


15, 


78 




2449 


0 


ASN 


316 


30. 


014 


4. 


652 


15. 


596 


1 


.00 


12, 


76 




2450 


N 


GLY 


317 


30- 


383 


6. 


805 


15. 


002 


1 


.00 


15. 


43 




2451 


CA 


GLY 


317 


30. 


492 


6. 


486 


13. 


587 


1 


.00 


16. 


69 




2452 


C 


GLY 


317 


29. 


186 


5. 


824 


13. 


155 


1 


.00 


19. 


29 




2453 


0 


GLY 


317 


28. 


119 


6. 


441 


13. 


232 


1 


.00 


13. 


28 




2454 


N 


ASP 


318 


29. 


262 


4. 


558 


12. 


736 


1 


.00 


20. 


60 




2455 


CA 


ASP 


318 


28. 


080 


3. 


798 


12. 


313 


1 


.00 


22. 


17 




2456 


CB 


ASP 


318 


28. 


486 


2. 


767 


11. 


281 


1 


.00 


23. 


30 




2457 


CG 


ASP 


318 


29. 


724 


2. 


027 


11. 


684 


1 


.00 


25. 


41 




2458 


ODl 


ASP 


318 


30. 


744 


2. 


692 


11. 


980 


1 


.00 


27. 


38 




2459 


0D2 


ASP 


318 


29. 


676 


0. 


788 


11. 


710 


1 


.00 


25. 


90 




2460 


C 


ASP 


318 


27, 


403 


3. 


067 


13. 


479 


1 


.00 


24. 


22 




2461 


0 


ASP 


318 


26. 


245 


2. 


626 


13. 


380 


1 


.00 


20. 


11 




2462 


N 


ASP 


319 


28. 


135 


2. 


899 


14. 


574 


1 


.00 


25. 


94 
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2463 


CA 


ASP 


319 


27, 


559 


2 


.217 


15. 


730 


1 


.00 


26. 


01 




2464 


CB 


ASP 


319 


28, 


654 


1 


.768 


16, 


680 


1 


.00 


26. 


27 




2465 


CG 


ASP 


319 


28. 


826 


0 


.275 


16. 


677 


1 


.00 


29. 


65 




2466 


ODl 


ASP 


319 


29. 


973 


-0 


.184 


16. 


521 


1 


.00 


35. 


30 




2467 


0D2 


ASP 


319 


27. 


813 


-0 


.439 


16. 


828 


1 


.00 


30. 


47 




2468 


C 


ASP 


319 


26. 


552 


3 


.110 


16. 


452 


1 


.00 


20. 


07 




2469 


0 


ASP 


319 


26. 


826 


4 


.269 


16. 


766 


1 


.00 


15. 


33 




2470 


N 


LEU 


320 


25. 


376 


2 


.567 


16. 


697 


1 


.00 


16. 


66 




2471 


CA 


LEU 


320 


24. 


341 


3 


.341 


17. 


350 


1 


.00 


17. 


93 




2472 


CB 


LEU 


320 


23. 


428 


3 


.994 


16. 


294 


1 


.00 


14. 


80 




2473 


CG 


LEU 


320 


22. 


126 


4 


.657 


16. 


786 


1 


.00 


12. 


07 




2474 


CDl 


LEU 


320 


22. 


214 


6 


.175 


16. 


732 


1 


.00 


12. 


14 




2475 


CD2 


LEU 


320 


20. 


993 


4 


.180 


15. 


980 


1 


.00 


14. 


40 




2476 


C 


LEU 


320 


23. 


484 


2 


.538 


18. 


314 


1 


.00 


18. 


43 




2477 


0 


LEU 


320 


23. 


097 


1 


.410 


18. 


042 


1 


.00 


23. 


21 




2478 


N 


VAL 


321 


23.211 


3 


.135 


19.460 


1 


.00 


18.50 




2479 


CA 


VAL 


321 


22. 


327 


2 


.539 


20. 


441 


1 


.00 


21. 


88 




2480 


CB 


VAL 


321 


23. 


097 


1 


.966 


21. 


662 


1 


.00 


20. 


42 




2481 


CGI 


VAL 


321 


24. 


196 


2 


.895 


22. 


062 


1 


.00 


17. 


51 




2482 


CG2 


VAL 


321 


22. 


136 


1 


.735 


22. 


817 


1 


.00 


22. 


27 




2483 


C 


VAL 


321 


21. 


413 


3 


.683 


20. 


878 


1 


.00 


20. 


73 




2484 


0 


VAL 


321 


21. 


826 


4 


.844 


20. 


897 


1 


.00 


21. 


92 




2485 


N 


VAL 


322 


20. 


162 


3 


.371 


21. 


181 


1 


.00 


22. 


82 




2486 


CA 


VAL 


322 


19. 


230 


4 


.400 


21. 


623 


1 


.00 


20. 


84 




2487 


CB 


VAL 


322 


18. 


343 


4 


.957 


20. 


448 


1 


.00 


18. 


24 




2488 


CGI 


VAL 


322 


18. 


628 


4 


.215 


19. 


149 


1 


.00 


22. 


10 




2489 


CG2 


VAL 


322 


16. 


880 


4 


.885 


20. 


810 


1 


.00 


6. 


40 




2490 


C 


VAL 


322 


18. 


353 


3 


.819 


22. 


714 


1 


.00 


23. 


90 




2491 


0 


VAL 


322 


17. 


873 


2 


.685 


22. 


608 


1 


.00 


22. 


28 
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2492 


N 


ILE 


323 


18. 


.176 


4 


.585 


23 


.786 


1. 


00 


24.77 




2493 


CA 


ILE 


323 


17. 


.349 


4. 


.134 


24 


.893 


1. 


00 


25.24 




2494 


CB 


ILE 


323 


18. 


158 


4. 


.137 


26 


.190 


1. 


00 


22.50 




2495 


CG2 


ILE 


323 


17. 


259 


3. 


.829 


27 


.384 


1. 


00 


23.14 




2496 


CGI 


ILE 


323 


19. 


261 


3. 


095 


26 


.066 


1. 


00 


16.23 




2497 


GDI 


ILE 


323 


20, 


397 


3. 


297 


27 


.008 


1. 


00 


15.90 




2498 


C 


ILE 


323 


16. 


131 


5, 


042 


24 


.994 


1. 


00 


25.29 




2499 


0 


ILE 


323 


16, 


254 


6, 


266 


25. 


.033 


1. 


00 


25.71 




2500 


N 


CYS 


324 


14. 


955 


4. 


434 


25. 


021 


1. 


00 


23.65 




2501 


CA 


CYS 


324 


13. 


719 


5, 


201 


25. 


074 


1. 


00 


28.54 




2502 


CB 


CYS 


324 


13. 


120 


5, 


298 


23. 


668 


1. 


00 


22.91 




2503 


SG 


CYS 


324 


12. 


651 


3. 


689 


23. 


036 


1. 


00 


24.99 




2504 


C 


CYS 


324 


12. 


698 


4. 


560 


26. 


004 


1. 


00 


32.49 




2505 


0 


CYS 


324 


12. 


954 


3. 


502 


26. 


611 


1. 


00 


36.12 




2506 


N 


GLU 


325 


11. 


541 


5. 


212 


26. 


117 


1. 


00 


34.49 




2507 


CA 


GLU 


325 


10. 


454 


4. 


697 


26. 


942 


1. 


00 


34.97 




2508 


CB 


GLU 


325 


9. 


367 


5. 


759 


27, 


101 


1. 


00 


33.51 




2509 


CG 


GLU 


325 


9. 


577 


6. 


705 


28, 


273 


1. 


00 


39.83 




2510 


CD 


GLU 


325 


10. 


005 


6. 


005 


29. 


565 


1. 


00 


40.86 




2511 


OEl 


GLU 


325 


9. 


637 


4. 


828 


29. 


786 


1. 


00 


41.53 




2512 


0E2 


GLU 


325 


10. 


716 


6. 


644 


30. 


367 


1. 


00 


41.72 




2513 


C 


GLU 


325 


9. 


863 


3. 


470 


26. 


243 


1. 


00 


33.00 




2514 


0 


GLU 


325 


10. 


045 


3. 


291 


25. 


038 


1. 


00 


33.16 




2515 


N 


SER 


326 


9. 


177 


2. 


608 


26. 


981 


1. 


00 


29.74 




2516 


CA 


SER 


326 


8. 


566 


1. 


462 


26. 


332 


1. 


00 


27.88 




2517 


CB 


SER 


326 


8. 


895 


0. 


154 


27. 


045 


1. 


00 


29.60 




2518 


OG 


SER 


326 


8. 


592 


-0. 


968 


26. 


221 


1. 


00 


27.55 




2519 


C 


SER 


326 


7. 


082 


1. 


687 


26. 


359 


1. 


00 


29.75 




2520 


0 


SER 


326 


6. 


580 


2. 


500 


27. 


130 


1. 


00 


26.24 
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2521 


N 


ALA 




2522 


CA 


ALA 




2523 


CB 


ALA 




2524 


C 


ALA 




2525 


0 


ALA 




2526 


N 


GLY 




2527 


CA 


GLY 




2528 


C 


GLY 




2529 


0 


GLY 




2530 


N 


THR 




2531 


CA 


THR 




2532 


CB 


THR 




2533 


OGl 


THR 




2534 


CG2 


THR 




2535 


C 


THR 




2536 


0 


THR 




2537 


N 


GLN 




2538 


CA 


GLN 




2539 


CB 


GLN 




2540 


CG 


GLN 




2541 


CD 


GLN 




2542 


OEl 


GLN 




2543 


NE2 


GLN 




2544 


C 


GLN 




2545 


0 


GLN 






M 

IN 






2547 


CA 


GLU 




2548 


CB 


GLU 




2549 


CG 


GLU 



327 


6.382 


0.983 


327 


4.937 


1.093 


327 


4.533 


1.949 


327 


4.455 


-0.314 


327 


3.405 


-0.541 


328 


5.250 


-1.259 


328 


4.906 


-2.658 


328 


5.739 


-3.370 


328 


6.267 


-2.751 


329 


5.828 


-4.686 


329 


6.592 


-5.553 


329 


6.517 


-6.994 


329 


6.992 


-7.020 


329 


7.348 


-7.935 


329 


6.188 


-5.555 


329 


6.985 


-5.217 


330 


4.954 


-5.964 


330 


4.464 


-6.047 


330 


3.072 


-6.675 


330 


2.859 


-7.708 


330 


1.764 


-8.697 


330 


2.015 


-9.713 


330 


0.541 


-8.404 


330 


4.417 


-4.690 


330 


4.625 


-4.588 


ooi 


t . lOO 


-"^ fi4R 


331 


4.054 


-2.318 


331 


3.307 


-1.414 


331 


2.738 


-2.173 



25.483 1.00 33.65 

25.404 1.00 32.64 

24.224 1.00 35.74 

25.212 1.00 35.26 

24.613 1.00 36.42 

25.715 1.00 35.74 

25.604 1.00 35.12 

24.563 1.00 37.03 

23.648 1.00 39.73 

24.705 1.00 35.68 

23.816 1.00 35.67 

24.334 1.00 31.01 

25.679 1.00 30.45 

23.486 1.00 35.07 

22.338 1.00 41.30 

21.459 1.00 42.33 

22.068 1.00 45.00 

20.705 1.00 45.98 

20.703 1.00 50.57 

19.613 1.00 53.88 

19.954 1.00 55.97 

20.598 1.00 58.15 

19.524 1.00 58.64 

20.017 1.00 46.57 

18.809 1.00 45.26 

20.785 1.00 42.44 

20.216 1.00 42.19 

21.193 1.00 45.19 

22.420 1.00 53.99 
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2550 


CD 


GLU 


331 


1.499 


-3. 


035 


22. 


106 


1. 


00 


61.39 




2551 


OEl 


GLU 


331 


1.620 


-4. 


022 


21. 


340 


1. 


00 


62.11 




2552 


0E2 


GLU 


331 


0.401 


-2. 


733 


22. 


631 


1. 


00 


60.82 




2553 


C 


GLU 


331 


5.468 


-1. 


807 


19. 


926 


1. 


00 


42.42 




2554 


0 


GLU 


331 


5.746 


-1. 


304 


18. 


838 


1. 


00 


41.63 




2555 


N 


ASP 


332 


6.361 


-1. 


970 


20. 


899 


1. 


00 


40.40 




2556 


CA 


ASP 


332 


7.759 


-1. 


554 


20. 


779 


1. 


00 


39.72 




2557 


CB 


ASP 


332 


8.522 


-1. 


903 


22. 


066 


1. 


00 


43.46 




2558 


CG 


ASP 


332 


8.576 


-0. 


750 


23. 


070 


1. 


00 


44.40 




2559 


ODl 


ASP 


332 


9.624 


-0. 


613 


23. 


737 


1. 


00 


50.21 




2560 


0D2 


ASP 


332 


7.587 


0. 


005 


23. 


214 


1. 


00 


42.70 




2561 


C 


ASP 


332 


8.455 


-2. 


238 


19. 


587 


1. 


00 


38.03 




2562 


0 


ASP 


332 


9.360 


-1. 


669 


18. 


973 


1. 


.00 


35.13 




2563 


N 


ALA 


333 


8.036 


-3. 


463 


19. 


274 


1. 


.00 


35.59 




2564 


CA 


ALA 


333 


8.606 


-4. 


.223 


18. 


157 


1 


.00 


34.66 




2565 


CB 


ALA 


333 


8.080 


-5 


.660 


18. 


188 


1 


.00 


28.59 




2566 


C 


ALA 


333 


8.250 


-3 


.559 


16. 


.818 


1 


.00 


35.39 




2567 


0 


ALA 


333 


9.096 


-3 


.397 


15 


.918 


1 


.00 


32.47 




2568 


N 


ALA 


334 


6.980 


-3 


.194 


16 


.701 


1 


.00 


32.90 




2569 


CA 


ALA 


334 


6.475 


-2 


.528 


15 


.522 


1 


.00 


35.01 




2570 


CB 


ALA 


334 


4.958 


-2 


.387 


15 


.614 


1 


.00 


30.49 




2571 


C 


ALA 


334 


7.132 


-1 


.151 


15 


.441 


1 


.00 


36.42 




2572 


0 


ALA 


334 


7.257 


-0 


.580 


14 


.360 


1 


.00 


38.09 




2573 


N 


SER 


335 


7.554 


-0 


.622 


16 


.588 


1 


.00 


35.49 




2574 


CA 


SER 


335 


8.197 


0 


.685 


16 


.624 


1 


.00 


33.47 




2575 


CB 


SER 


335 


8.376 


1 


.156 


18 


.066 


1 


.00 


35.80 




2576 


OG 


SER 


335 


7.166 


1 


.715 


18 


.558 


1 


.00 


44.77 




2577 


C 


SER 


335 


9.549 


0 


.611 


15 


.937 


1 


.00 


33.00 




2578 


0 


SER 


335 


9.923 


1 


.509 


15 


.186 


1 


.00 


31.79 
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2579 


N 


LEU 


336 


10.278 




2580 


CA 


LEU 


336 


11.580 




2581 


CB 


LEU 


336 


12.355 




2582 


CG 


LEU 


336 


13.103 




2583 


GDI 


LEU 


336 


12.219 




2584 


GD2 


LEU 


336 


13.556 




2585 


G 


LEU 


336 


11.397 




2586 


0 


LEU 


336 


12.301 




2587 


N 


ARC 


337 


10.212 




2588 


GA 


ARC 


337 


9.861 




2589 


GB 


ARC 


337 


8.481 




2590 


GG 


ARC 


337 


8.468 




2591 


GD 


ARC 


337 


7.152 




2592 


NE 


ARG 


337 


7.349 




2593 


GZ 


ARG 


337 


6.370 




2594 


NHl 


ARG 


337 


5.108 




2595 


NH2 


ARG 


337 


6.653 




2596 


G 


ARG 


337 


9.833 




2597 


0 


ARG 


337 


10.527 




2598 


N 


VAL 


338 


9.034 




2599 


GA 


VAL 


338 


8.942 




2600 


GB 


VAL 


338 


8.008 




2601 


GGl 


VAL 


338 


7.954 




2602 


GG2 


VAL 


338 


6.586 




2603 


G 


VAL 


338 


10.321 




2604 


0 


VAL 


338 


10.760 




2605 


N 


PHE 


339 


11.008 




2606 


GA 


PHE 


339 


12.323 




2607 


GB 


PHE 


339 


12.934 



0.468 16.193 1.00 30.58 

0.643 15.580 1.00 32.25 

1.740 16.300 1.00 33.78 

■1.268 17.549 1.00 32.01 

-0.378 18.402 1.00 19.15 

-2.491 18.319 1.00 32.33 

-0.989 14.111 1.00 33.05 

-0.798 13.298 1.00 32.54 

-1.500 13.785 1.00 34.57 

-1.840 12.415 1.00 33.94 

-2.502 12.376 1.00 40.01 

-3.887 11.748 1.00 50.31 

-4.156 11.006 1.00 60.06 

-4.414 9.573 1.00 64.64 

-4.443 8.666 1.00 66.06 

-4.228 9.027 1.00 65.93 

-4.693 7.392 1.00 63.83 

-0.524 11.628 1-00 31.50 

-0.367 10.614 1.00 30.22 

0.426 12.104 1.00 25.96 

1.725 11.446 1.00 23.74 

2.682 12.212 1.00 20.53 

4.005 11.504 1.00 16.58 

2.080 12.323 1.00 23.01 

2.375 11.393 1.00 25.39 

2.853 10.348 1.00 25.50 

2.372 12.534 1.00 24.65 

2.985 12.643 1.00 19.60 

2.698 14.018 1.00 15.60 
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2608 


CG 


PHE 




2609 


CDl 


PHE 




2610 


CD2 


PHE 




2611 


CEl 


PHE 




2612 


CE2 


PHE 




2613 


CZ 


PHE 




2614 


C 


PHE 




2615 


0 


PHE 




2616 


N 


THR 




2617 


CA 


THR 




2618 


CB 


THR 




2619 


OGl 


THR 




2620 


CG2 


THR 




2621 


C 


THR 




2622 


0 


THR 




2623 


N 


GLU 




2624 


CA 


GLU 




2625 


CB 


GLU 




2626 


CG 


GLU 




2627 


CD 


GLU 




2628 


OEl 


GLU 


®^ 


2629 


0E2 


GLU 




2630 


C 


GLU 




2631 


0 


GLU 




2632 


N 


ALA 






CA 


AI A 




2634 


CB 


ALA 




2635 


C 


ALA 




2636 


0 


ALA 





1 1 - 


19 2 4 


339 


14.325 


3.191 


339 


14.569 


4.487 


339 


15.390 


2.374 


339 


15.859 


4.965 


339 


16.685 


2.830 


339 


16.927 


4.126 


339 


13.232 


2.480 


339 


13.866 


3.267 


340 


13.282 


1.164 


340 


14.077 


0.510 


340 


13.934 


-1.028 


340 


14.663 


-1.472 


340 


14.441 


-1.740 


340 


13.618 


0.947 


340 


14.432 


1.172 


341 


12.308 


1.053 


341 


11.766 


1.482 


341 


10.242 


1.518 


341 


9.568 


0.369 


341 


8.219 


0.080 


341 


8.195 


-0.569 


341 


7.187 


0.507 


341 


12.259 


2.878 


341 


12.616 


3.117 


342 


12.248 


3.801 


342 


12.703 


5.147 


342 


12.420 


6.075 




14 192 


5.089 


342 


14.630 


5.655 



8 8 



14.164 


1. 


00 


3.47 


14.582 


1. 


00 


9.45 


13.849 


1. 


00 


4.97 


14.685 


1. 


00 


5.74 


13.941 


1. 


00 


3.08 


14.360 


1. 


00 


5.97 


11.534 


1. 


00 


18.70 


10.845 


1. 


00 


12.55 


11.381 


1. 


00 


20.16 


10.341 


1. 


00 


23.32 


10.463 


1. 


00 


23.80 


11.616 


1. 


00 


26.76 


9.182 


1. 


00 


14.19 


8.925 


1. 


00 


21.79 


8.031 


1. 


00 


21.76 


8.731 


1 


.00 


18.62 


7.446 


1 


.00 


20.97 


7.477 


1 


.00 


18.92 


6.799 


1 


.00 


27.50 


7.416 


1 


.00 


32.36 


8.481 


1 


.00 


33.70 


6.846 


1 


.00 


36.79 


7.081 


1 


.00 


18.52 


5.943 


1 


.00 


16.55 


8.042 


1 


.00 


15.66 


7.760 


1 


.00 


11.85 


8.949 


1 


.00 


5.98 


7.451 


1 


.00 


13.06 


6.466 


1 


.00 


17.39 
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2637 


N 


MET 


343 


14.958 


4.378 


8.279 


1.00 14.83 




2638 


CA 


MET 


343 


16.401 


4.240 


8.096 


1.00 15.43 




2639 


CB 


MET 


343 


17.005 


3.288 


9.152 


1.00 17.16 




2640 


CG 


MET 


343 


17.219 


3.903 


10.544 


1.00 14.16 




2641 


SD 


MET 


343 


18.366 


5.309 


10.607 


1.00 15.78 




2642 


CE 


MET 


343 


19.905 


4.462 


10.694 


1.00 8.77 




2643 


C 


MET 


343 


16.729 


3.717 


6.686 


1.00 20.04 




2644 


0 


MET 


343 


17.685 


4.188 


6.066 


1.00 22.60 




2645 


N 


THR 


344 


15.952 


2.748 


6.196 


1.00 15.69 




2646 


CA 


THR 


344 


16.158 


2.191 


4.859 


1.00 17.93 




2647 


CB 


THR 


344 


15,265 


0.945 


4.622 


1.00 19.23 




2648 


OGl 


THR 


344 


15.461 


0.013 


5.680 


1.00 16.90 




2649 


CG2 


THR 


344 


15.626 


0.265 


3.313 


1,00 23.01 




2650 


C 


THR 


344 


15.841 


3.233 


3.767 


1.00 16.50 




2651 


0 


THR 


344 


16.473 


3.258 


2.708 


1.00 14.88 




2652 


N 


ARG 


345 


14.857 


4.086 


4.028 


1.00 12.81 




2653 


CA 


ARG 


345 


14.483 


5.130 


3.075 


1.00 12-96 




2654 


CB 


ARG 


345 


13.256 


5.890 


3.558 


1.00 12.13 




2655 


CG 


ARG 


345 


12.127 


5.933 


2.572 


1.00 24.12 




2656 


CD 


ARG 


345 


10.831 


5.426 


3.174 


1.00 19.46 




2657 


NE 


ARG 


345 


10.495 


6.121 


4.416 


1.00 22.42 




2658 


cz 


ARG 


345 


9.921 


5.523 


5.455 


1.00 23.15 




2659 


NHl 


ARG 


345 


9.615 


4.230 


5.387 


1.00 22.49 




2660 


NH2 


ARG 


345 


9.642 


6.211 


6.553 


1.00 22.68 




2661 


C 


ARG 


345 


15.628 


6.110 


2.972 


1.00 11.64 




2662 


0 


ARG 


345 


15.861 


6.699 


1.939 


1.00 15.57 




2663 


N 


TYR 


346 


16.344 


6.285 


4.073 


1.00 16.09 




2664 


CA 


TYR 


346 


17.452 


7.219 


4.117 


1.00 10.12 




2665 


CB 


TYR 


346 


17.673 


7.718 


5.537 


1.00 10.24 
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2666 


CG 


TYR 


346 


16.491 


8.434 


6.161 


1.00 


8.55 




2667 


CDl 


TYR 


346 


16.356 


8.477 


7.546 


1.00 


2.00 




2668 


CEl 


TYR 


346 


15.341 


9.215 


8.159 


1.00 


7.85 




2669 


CD2 


TYR 


346 


15.566 


9.149 


5.378 


1.00 


3.32 




2670 


CE2 


TYR 


346 


14.532 


9.900 


5.980 


1.00 


4.00 




2671 


cz 


TYR 


346 


14.434 


9.921 


7.377 


1.00 


11.88 




2672 


OH 


TYR 


346 


13.415 


10.589 


8.011 


1.00 


16.58 




2673 


C 


TYR 


346 


18.688 


6.530 


3.649 


1.00 


10.73 




2674 


0 


TYR 


346 


19.759 


7.131 


3.648 


1.00 


14.56 




2675 


N 


SER 


347 


18.544 


5.262 


3.263 


1.00 


8.88 




2676 


CA 


SER 


347 


19.682 


4.485 


2.779 


1.00 


11.02 




2677 


CB 


SER 


347 


20.436 


5.257 


1.719 


1.00 


7.10 




2678 


OG 


SER 


347 


21.677 


4.649 


1.524 


1.00 


15.91 




2679 


C 


SER 


347 


20.655 


4.127 


3.891 


1-00 


17.57 




2680 


0 


SER 


347 


21.824 


4.535 


3.894 


1.00 


16.67 




2681 


N 


ALA 


348 


20.139 


3.374 


4.850 


1.00 


21.53 




2682 


CA 


ALA 


348 


20.901 


2.902 


5.984 


1.00 


16.82 




2683 


CB 


ALA 


348 


20.931 


3.942 


7.063 


1.00 


19.61 




2684 


C 


ALA 


348 


20.129 


1.676 


6.436 


1.00 


17.95 




2685 


0 


ALA 


348 


19.612 


1.636 


7.541 


1.00 


19.35 




2686 


N 


PRO 


349 


20.019 


0.666 


5.558 


1.00 


17.48 




2687 


CD 


PRO 


349 


20.619 


0.634 


4.218 


1.00 


17.13 




2688 


CA 


PRO 


349 


19.309 


-0.585 


5.845 


1.00 


22.29 




2689 


CB 


PRO 


349 


19.249 


-1.270 


4.485 


1-00 


18.68 




2690 


CG 


PRO 


349 


20.508 


-0.822 


3.840 


1.00 


18.33 




2691 


C 


PRO 


349 


20.107 


-1.390 


6.883 


1.00 


22.65 




2692 


0 


PRO 


349 


21.327 


-1.266 


6.976 


1.00 


22.99 




2693 


N 


PRO 


350 


19.433 


-2.257 


7.640 


1.00 


25.69 




2694 


CD 


PRO 


350 


17.999 


-2.613 


7.620 


1.00 


28.35 
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2695 


CA 


PRO 


350 


20. 


147 


-3.026 


8. 


656 


1 


.00 


29. 


11 




2696 


CB 


PRO 


350 


19. 


093 


-3.186 


9, 


747 


1 


.00 


23. 


51 




2697 


CG 


PRO 


350 


17. 


818 


-3.395 


8. 


940 


1 


.00 


21. 


77 




2698 


C 


PRO 


350 


20. 


721 


-4.376 


8, 


241 


1 


.00 


33. 


76 




2699 


0 


PRO 


350 


20. 


133 


-5.090 


7. 


431 


1 


.00 


35. 


09 




2700 


N 


GLY 


351 


21. 


874 


-4.718 


8. 


815 


1 


.00 


38. 


72 




2701 


CA 


GLY 


351 


22. 


476 


-6.010 


8. 


549 


1 


.00 


42. 


12 




2702 


C 


GLY 


351 


21. 


610 


-7.000 


9. 


315 


1 


.00 


45. 


61 




2703 


0 


GLY 


351 


21. 


067 


-7.954 


8. 


743 


1 


.00 


47. 


44 




2704 


N 


ASP 


352 


21. 


483 


-6.752 


10. 


621 


1 


.00 


44, 


23 




2705 


CA 


ASP 


352 


20. 


660 


-7.564 


11. 


519 


1 


.00 


41. 


08 




2706 


CB 


ASP 


352 


21. 


451 


-7,984 


12. 


764 


1 


.00 


43. 


20 




2707 


CG 


ASP 


352 


22. 


665 


-8.844 


12. 


434 


1 


.00 


47. 


05 




2708 


ODl 


ASP 


352 


22. 


475 


-10.011 


12. 


015 


1 


.00 


49. 


57 




2709 


0D2 


ASP 


352 


23, 


809 


-8.358 


12, 


599 


1 


.00 


43, 


57 




2710 


C 


ASP 


352 


19, 


544 


-6.618 


11. 


929 


1 


,00 


35, 


01 




2711 


0 


ASP 


352 


19, 


787 


-5.445 


12. 


194 


1 


.00 


36. 


47 




2712 


N 


PRO 


353 


18. 


304 


-7.100 


11. 


969 


1 


.00 


31. 


96 




2713 


CD 


PRO 


353 


17, 


786 


-8.437 


11. 


653 


1 


.00 


33. 


23 




2714 


CA 


PRO 


353 


17, 


238 


-6.177 


12. 


363 


1 


.00 


32, 


72 




2715 


CB 


PRO 


353 


15. 


961 


-7.010 


12. 


218 


1 


.00 


30. 


87 




2716 


CG 


PRO 


353 


16. 


352 


-8.150 


11. 


317 


1 


.00 


33. 


.49 




2717 


C 


PRO 


353 


17. 


.426 


-5.659 


13, 


778 


1 


.00 


29. 


.30 


M^- 


2718 


0 


PRO 


353 


18 


.168 


-6.231 


14 


.563 


1 


.00 


31. 


.98 




2719 


N 


PRO 


354 


16 


.808 


-4.526 


14 


.103 


1 


.00 


26 


.36 




2720 


CD 


PRO 


354 


15 


.998 


-3.614 


13 


.280 


1 


.00 


25 


.22 




2721 


CA 


PRO 


354 


16 


.977 


-4.037 


15 


.472 


1 


.00 


25 


.21 




2722 


CB 


PRO 


354 


16 


.557 


-2.581 


15 


.380 


1 


.00 


23 


.85 




2723 


CG 


PRO 


354 


15 


.528 


-2.571 


14 


.271 


1 


.00 


23 


.54 
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2724 


C 


PRO 




2725 


0 


PRO 




2726 


N 


GLN 




2727 


CA 


GLN 




2728 


CB 


GLN 




2729 


CG 


GLN 




2730 


CD 


GLN 




2731 


OEl 


GLN 




2732 


NE2 


GLN 




2733 


C 


GLN 




2734 


0 


GLN 




2735 


N 


PRO 




2736 


CD 


PRO 




2737 


CA 


PRO 




2738 


CB 


PRO 




2739 


CG 


PRO 




2740 


C 


PRO 




2741 


0 


PRO 




2742 


N 


GLU 




2743 


CA 


GLU 




2744 


CB 


GLU 




2745 


CG 


GLU 




2746 


CD 


GLU 




2747 


OEl 


GLU 




2748 


0E2 


GLU 






r 


GLU 




2750 


0 


GLU 




2751 


N 


TYR 




2752 


CA 


TYR 



354 


16.042 


-4.838 


354 


14.889 


-5.090 


355 


16.532 


-5.260 


355 


15.672 


-6.012 


355 


16.264 


-7.391 


355 


15.215 


-8.408 


355 


15.701 


-9.856 


355 


14.915 


-10.774 


355 


17.000 


-10.066 


355 


15.504 


-5.227 


355 


16.490 


-4.764 


356 


14.255 


-5.056 


356 


12.960 


-5.521 


356 


14.118 


-4.298 


356 


12.621 


-4.007 


356 


11.954 


-4,958 


356 


14.659 


-5.097 


356 


14.409 


-6,307 


357 


15.426 


-4.404 


357 


16.037 


-4,979 


357 


17.539 


-4.694 


357 


18.438 


-5.917 


357 


17.794 


-7.141 


357 


16.749 


-7.006 


357 


18.342 


-8.247 




15.413 


-4.379 


357 


14.964 


-3.227 


358 


15.401 


-5.161 


358 


14.841 


-4.724 



16.383 1.00 27.24 

16.034 1.00 22.85 

17.540 1.00 29.74 

18.452 1.00 32.54 

18.752 1.00 33.31 

19.199 1.00 42.98 

19.102 1.00 47.82 

18.818 1.00 47.88 

19.337 1.00 47.91 

19.744 1.00 29.39 

20.316 1.00 28.43 

20.217 1.00 28.59 

19.690 1.00 28.05 

21.463 1.00 29.05 

21.568 1.00 23.89 

20.661 1.00 27.97 

22.649 1.00 33.81 

22.776 1.00 33.07 

23.487 1.00 32.99 

24.667 1.00 34.32 

24.656 1.00 34.64 

24.654 1.00 41.61 

24.028 1.00 46.37 

23.347 1.00 49.58 
24.215 1.00 47.15 
25.916 1.00 36.99 
25.908 1.00 40.64 
26.990 1.00 37.60 
28.257 1.00 35.53 
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2753 


CB 


TYR 




2754 


CG 


TYR 




2755 


GDI 


TYR 




2756 


CEl 


TYR 




2757 


CD2 


TYR 




2758 


CE2 


TYR 




2759 


CZ 


TYR 




2760 


OH 


TYR 




2761 


C 


TYR 




2762 


0 


TYR 




2763 


N 


ASP 




2764 


CA 


ASP 




2765 


CB 


ASP 




2766 


CG 


ASP 




2767 


ODl 


ASP 




2768 


0D2 


ASP 




2769 


C 


ASP 




2770 


0 


ASP 




2771 


N 


LEU 




2772 


CA 


LEU 




2773 


CB 


LEU 




2774 


CG 


LEU 




2775 


CDl 


LEU 




2776 


CD2 


LEU 




2777 


C 


LEU 




Z / / o 


u 






2779 


N 


GLU 




2780 


CA 


GLU 




2781 


CB 


GLU 



358 


13.519 


-5.463 


358 


12.515 


-5.183 


358 


12.387 


-6.055 


358 


11.507 


-5.776 


358 


11.724 


-4.023 


358 


10.844 


-3.736 


358 


10.740 


-4.616 


358 


9.900 


-4.319 


358 


15.862 


-5.014 


358 


15.656 


-4.689 


359 


16.974 


-5.620 


359 


18.074 


-5.977 


359 


18.331 


-7.487 


359 


18.558 


-8.120 


359 


18.876 


-7.395 


359 


18.426 


-9.355 


359 


19.324 


-5.228 


359 


20.122 


-5.763 


360 


19.476 


-3.994 


360 


20.603 


-3.129 


360 


20.901 


-2.161 


360 


22.143 


-1.272 


360 


21.973 


-0.372 


360 


22.365 


-0.420 


360 


21.875 


-3.882 


oDU 




-•^ 552 


361 


22.194 


-4.893 


361 


23.377 


-5.717 


361 


23.416 


-6.785 



28.480 1.00 32.72 

27.373 1.00 31.24 

26.278 1.00 29.89 
25.234 1.00 30.39 
27.393 1.00 21.47 
26.364 1.00 21.96 

25.279 1.00 27.72 
24.229 1.00 21.73 
29.369 1.00 37.22 
30,541 1.00 35.67 
28.962 1.00 36.82 
29.851 1.00 39.59 
29.776 1.00 45.28 
31.136 1.00 48.29 
32.103 1.00 55.92 
31.239 1.00 49.53 
29.385 1.00 38.72 
28.607 1.00 39.87 
29.857 1.00 36.52 
29.505 1.00 36.77 
30.651 1.00 34.29 
30.465 1.00 37.55 
29.248 1.00 29.93 
31.727 1.00 36.42 
29.146 1.00 36.90 
28.177 1.00 38.17 
29.942 1.00 37.83 
29.744 1.00 35.87 
30.849 1.00 34.29 
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2782 


CG 


GLU 




2783 


CD 


GLU 




2784 


OEl 


GLU 




2785 


0E2 


GLU 




2786 


C 


GLU 




2787 


0 


GLU 




2788 


N 


LEU 




2789 


CA 


LEU 




2790 


CB 


LEU 




2791 


CG 


LEU 




2792 


CDl 


LEU 




2793 


CD2 


LEU 




2794 


C 


LEU 




2795 


0 


LEU 




2796 


N 


ILE 




2797 


CA 


ILE 




2798 


CB 


ILE 




2799 


CG2 


ILE 




2800 


CGI 


ILE 




2801 


CDl 


ILE 




2802 


C 


ILE 




2803 


0 


ILE 




2804 


N 


THR 




2805 


CA 


THR 




2806 


CB 


THR 




?R07 


OGl 


THR 




2808 


CG2 


THR 




2809 


C 


THR 




2810 


0 


THR 



361 


24.650 


-7.694 


361 


24.779 


-8.475 


361 


24.869 


-9.725 


361 


24.789 


-7.842 


361 


23.415 


-6.384 


361 


24.481 


-6.547 


362 


22.254 


-6.756 


362 


22.195 


-7.429 


362 


20.932 


-8.298 


362 


21.081 


-9.614 


362 


20.850 


-9.356 


362 


20.106 


-10.654 


362 


22.279 


-6.497 


362 


22.270 


-6.945 


363 


22.375 


-5.199 


363 


22.493 


-4.246 


363 


21.907 


-2.870 


363 


22.167 


-1.849 


363 


20.406 


-3.015 


363 


19.783 


-1.853 


363 


23.966 


-4.082 


363 


24.668 


-3.379 


364 


24.453 


-4.739 


364 


25.860 


-4.580 


364 


26.496 


-5.893 


364 

OUT 


27.191 


-5 . 659 


364 


25.436 


-6.964 


364 


25.946 


-3.501 


364 


25.108 


-3.444 



30.868 1.00 32.02 

32.178 1.00 36.91 

32.113 1.00 36.54 

33.271 1.00 34.86 

28.355 1.00 37.17 

27.769 1.00 37.31 

27.826 1.00 39.56 

26.529 1-00 40.91 

26,442 1.00 42.13 

27.229 1.00 43.71 

28.708 1.00 43.86 

26.729 1.00 42.44 

25.329 1.00 38.74 
24.189 1.00 34.53 
25.588 1.00 35.68 
24.507 1.00 33.38 
24.889 1.00 31.46 
23.766 1.00 25.00 
25.153 1.00 33.04 
25.910 1.00 32.87 
24.202 1.00 33.97 
24.922 1.00 35.19 
23.156 1.00 36.06 
22.825 1.00 38.67 

22.330 1.00 38.78 
21.100 1.00 39.96 
22.146 1.00 42.76 
21.760 1.00 41.16 
20.865 1.00 42.45 
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2811 


N 


SER 




2812 


CA 


SER 




2813 


CB 


SER 




2814 


OG 


SER 




2815 


C 


SER 




2816 


0 


SER 




2817 


N 


CYS 




2818 


CA 


CYS 




2819 


CB 


CYS 




2820 


SG 


CYS 




2821 


C 


CYS 




2822 


0 


CYS 




2823 


N 


SER 




2824 


CA 


SER 




2825 


CB 


SER 




2826 


OG 


SER 




2827 


C 


SER 




2828 


0 


SER 




2829 


N 


SER 




2830 


CA 


SER 




2831 


CB 


SER 




2832 


OG 


SER 




2833 


C 


SER 




2834 


0 


SER 


mi- 


2835 


N 


ASN 




2836 


CA 


ASN 




2837 


CB 


ASN 




2838 


CG 


ASN 




2839 


ODl 


ASN 



365 


26.940 


-2.624 


365 


27.134 


-1.515 


365 


26.338 


-0.298 


365 


27.194 


0.807 


365 


28.616 


-1.176 


365 


29.278 


-1-050 


366 


29.121 


-1-014 


366 


30.535 


-0.734 


366 


31.041 


0.377 


366 


30.515 


2,037 


366 


31-250 


-2.036 


366 


32.321 


-2.052 


367 


30.617 


-3.128 


367 


31-134 


-4,466 


367 


32.423 


-4.656 


367 


32.141 


-5,257 


367 


31.375 


-4.789 


367 


32.167 


-5.686 


368 


30.687 


-4,070 


368 


30.829 


-4.268 


368 


31.988 


-3.428 


368 


31.614 


-2.077 


368 


29.554 


-3.930 


368 


28.644 


-3.323 


369 


29.489 


-4.315 




28 292 


-4.064 


369 


27.423 


-5,307 


369 


28.114 


-6,459 


369 


29.050 


-7,021 



21.889 1.00 43.05 

20.963 1.00 43.64 

21.435 1.00 43.29 

21.650 1,00 47.26 

20.899 1.00 44.44 

21.939 1.00 42.95 

19.676 1.00 44.33 

19.444 1.00 41.74 

20.363 1.00 42.48 

19.903 1.00 37.51 

19.773 1.00 42.11 

20.392 1.00 38.89 

19.361 1.00 41.96 

19.589 1.00 45.83 

18.791 1.00 47.19 

17.537 1.00 53.00 

21.071 1.00 45.17 

21.381 1.00 41.42 

21.967 1.00 42.35 

23.418 1.00 41.58 

23.952 1.00 38.01 

24.035 1.00 35.59 

24.193 1.00 39.93 

23.648 1.00 45.35 

25.465 1.00 37,24 

26.275 1.00 36.60 

26.268 1.00 31.85 

26.917 1-00 35.41 

26.344 1.00 29.53 
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2840 


ND2 


ASN 


369 




2841 


C 


ASN 


369 




2842 


0 


ASN 


369 




2843 


N 


VAL 


370 




2844 


CA 


VAL 


370 




2845 


CB 


VAL 


370 




2846 


CGI 


VAL 


370 




2847 


CG2 


VAL 


370 




2848 


C 


VAL 


370 


0^ 


2849 


0 


VAL 


370 




2850 


N 


SER 


371 




2851 


CA 


SER 


371 




2852 


CB 


SER 


371 




2853 


OG 


SER 


371 




2854 


C 


SER 


371 




?855 


0 


SER 


371 




2856 


N 


VAL 


372 




2857 


CA 


VAL 


372 




2858 


CB 


VAL 


372 



2859 CGI VAL 372 

2860 CG2 VAL 372 
M^- 2861 C VAL 372 

2862 0 VAL 372 

2863 N ALA 373 

2864 CA ALA 373 

2865 CB ALA 373 

2866 C ALA 373 

2867 0 ALA 373 

2868 N HIS 374 



27.692 -6.807 28.136 1.00 31.65 
28.537 -3.650 27.737 1.00 30.94 
29.665 -3.589 28.203 1.00 34.12 
27.453 -3.381 28.453 1.00 30.55 
27.508 -2.948 29.850 1.00 24.47 
26.425 -1.882 30.166 1.00 27.62 
26.311 -1.705 31.672 1.00 30.91 
26.758 -0.549 29.495 1-00 24.11 
27.248 -4.109 30.776 1.00 23.63 
26.241 -4.799 30.640 1.00 22.44 
28.136 -4.313 31.739 1.00 22.16 
27.956 -5.410 32.676 1.00 22.77 
28.886 -6.575 32.309 1.00 24.91 
28.557 -7.746 33.040 1.00 22.94 
28.214 -4.976 34.121 1.00 22.34 
28.838 -3.932 34.384 1.00 20.05 
27.745 -5.800 35.056 1.00 21.56 
27.898 -5.509 36.473 1.00 15.57 
26.561 -5.566 37.207 1.00 19.67 
26.720 -4.920 38.592 1.00 26.20 
25.471 -4.875 36.402 1.00 10.49 
28.832 -6.431 37.221 1.00 15.58 
28.930 -7.627 36.922 1.00 14.13 
29.520 -5.845 38.196 1.00 16.39 
30.438 -6.563 39.074 1.00 18.31 
31.826 -6.545 38.495 1.00 16.15 
30.416 -5.854 40.438 1.00 20.53 
29.603 -4.963 40.667 1.00 26.41 
31.302 -6.233 41.347 1.00 23.28 
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2869 


CA 


HIS 


374 




2870 


CB 


HIS 


374 




2871 


CG 


HIS 


374 




2872 


CD2 


HIS 


374 




2873 


NDl 


HIS 


374 




2874 


CEl 


HIS 


374 




2875 


NE2 


HIS 


374 




2876 


C 


HIS 


374 




2877 


0 


HIS 


374 




2878 


N 


ASP 


375 




2879 


CA 


ASP 


375 




2880 


CB 


ASP 


375 




2881 


CG 


ASP 


375 




2882 


ODl 


ASP 


375 




2883 


0D2 


ASP 


375 




2884 


C 


ASP 


375 




2885 


0 


ASP 


375 




2886 


N 


ALA 


376 




2887 


CA 


ALA 


376 




2888 


CB 


ALA 


376 




2889 


C 


ALA 


376 




2890 


0 


ALA 


376 




2891 


N 


SER 


377 


B^ 


2892 


CA 


SER 


377 




2893 


CB 


SER 


377 






fin 




377 




2895 


C 


SER 


377 




2896 


0 


SER 


377 


0^ 


2897 


N 


GLY 


378 



31.333 -5.589 42.654 1.00 21.68 
30.696 -6.495 43.685 1.00 23.76 
29.232 -6.653 43.487 1.00 23.91 
28.196 -5.868 43.863 1.00 25.69 
28.694 -7.672 42.732 1.00 26.95 
27.386 -7.507 42.650 1.00 29.89 
27.058 -6.420 43.327 1.00 29.47 
32.732 -5.231 43.070 1.00 21.80 
33.660 -6.002 42.859 1.00 21.70 
32.893 -4.064 43.675 1.00 24.44 
34.228 -3.644 44.070 1.00 28.87 
34.365 -2.128 43.963 1.00 26.72 
34.061 -1.422 45.274 1.00 35.28 
32.918 -1.530 45.763 1.00 34.88 
34.971 -0.762 45.820 1.00 41.21 
34,624 -4.112 45.471 1.00 32.70 
33.977 -4.977 46.062 1.00 31.75 
35.724 -3.549 45.961 1.00 37.02 
36.280 -3.854 47.268 1.00 36.04 
37.426 -2.890 47.558 1.00 35.93 
35.227 -3.765 48.368 1.00 38.47 
35.063 -4.700 49.158 1.00 40.65 
34.522 -2.636 48.418 1.00 36.68 
33.486 -2.408 49.421 1.00 36.49 
33.243 -0.906 49.597 1.00 37.48 
32.235 -0.446 48.709 1.00 39.42 
32.174 -3.088 49.060 1.00 35.46 
31.138 -2.804 49.655 1.00 40.61 
32.218 -3.968 48.071 1.00 31.94 
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2898 


CA 


GLY 


378 


31.031 




2899 


C 


GLY 


378 


29.927 




2900 


0 


GLY 


378 


28.841 




2901 


N 


LYS 


379 


30.181 




2902 


CA 


LYS 


379 


29.157 




2903 


CB 


LYS 


379 


29.458 




2904 


CG 


LYS 


379 


28.219 




2905 


CD 


LYS 


379 


28.395 




2906 


CE 


LYS 


379 


29.863 




2907 


NZ 


LYS 


379 


30.492 




2908 


C 


LYS 


379 


29.128 




2909 


0 


LYS 


379 


30.180 




2910 


N 


ARG 


380 


27.923 




2911 


CA 


ARG 


380 


27.769 




2912 


CB 


ARG 


380 


26.283 




2913 


CG 


ARG 


380 


25.776 




2914 


CD 


ARG 


380 


24.294 




2915 


NE 


ARG 


380 


23.707 




2916 


CZ 


ARG 


380 


23.446 




2917 


NHl 


ARG 


380 


23.727 




2918 


NH2 


ARG 


380 


22.876 




2919 


C 


ARG 


380 


28.514 




2920 


0 


ARG 


380 


28.505 




2921 


N 


VAL 


381 


29.185 




2922 


CA 


VAL 


381 


29.908 




2923 

£j \J Lj O 


CB 


VAL 


381 


31.431 




2924 


CG] 


. VAL 


381 


32.146 




2925 


CG2 VAL 


381 


31.683 




2926 


C 


VAL 


381 


29.671 



4.694 47.656 1.00 30.54 

3.897 46.985 1.00 29.00 

■4.407 46.741 1.00 29.96 

■2.639 46.686 1.00 31.48 

-1.850 46.036 1.00 35.92 

-0.361 46.194 1.00 38.88 

0.535 46.092 1.00 46.72 

1.885 46.812 1.00 49.32 

2.313 46.891 1.00 52.18 

1.882 48.176 1.00 50.19 

-2.234 44.555 1.00 36.66 

-2.461 43.931 1.00 33.38 

-2.320 44.001 1.00 33.24 

-2.663 42.598 1.00 31.43 

-2.688 42.216 1.00 28.74 

-4.105 41.995 1.00 31.92 

-4.180 41.834 1.00 29.13 

-2.877 41.580 1.00 37.71 

-2.397 40.370 1.00 44.95 

-3.122 39.291 1.00 44.04 

-1.198 40.239 1.00 46.73 

-1.682 41.700 1.00 30.44 

-0.480 41.941 1.00 30.65 

-2.207 40.680 1.00 28.65 

-1.366 39.736 1.00 25.65 

-1.334 40.028 1.00 24.97 

-0.472 38.976 1.00 27.18 

-0.758 41.417 1.00 21.96 

-1.827 38.289 1.00 25.25 
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2927 


0 


VAL 


381 


29.862 




2928 


N 


TYR 


382 


29.229 




2929 


CA 


TYR 


382 


28.960 




2930 


CB 


TYR 


382 


27.831 




2931 


CG 


TYR 


382 


26.470 




2932 


CDl 


TYR 


382 


25.954 




2933 


CEl 


TYR 


382 


24.647 




2934 


CD2 


TYR 


382 


25.653 




2935 


CE2 


TYR 


382 


24.348 




2936 


CZ 


TYR 


382 


23.847 




2937 


OH 


TYR 


382 


22.539 




2938 


C 


TYR 


382 


30.222 




2939 


0 


TYR 


382 


30.849 




2940 


N 


TYR 


383 


30.577 




2941 


CA 


TYR 


383 


31.759 




2942 


CB 


TYR 


383 


32.930 




2943 


CG 


TYR 


383 


32.781 




2944 


CDl 


TYR 


383 


31.806 




2945 


CEl 


TYR 


383 


31.650 




2946 


CD2 


TYR 


383 


33.608 




2947 


CE2 


TYR 


383 


33.461 




2948 


CZ 


TYR 


383 


32.482 




2949 


OH 


TYR 


383 


32.324 




2950 


C 


TYR 


383 


31.539 




2951 


0 


TYR 


383 


30.604 






N 


LEU 


384 


32.428 




2953 


CA 


LEU 


384 


32.387 




2954 


CB 


LEU 


384 


33.089 




2955 


CG 


LEU 


384 


32.206 



3.003 37.927 1.00 24.76 

0.878 37.477 1.00 20.70 

1.113 36.069 1.00 22.49 

0.198 35.603 1.00 19.31 

-0.566 36.127 1.00 19.83 

0.048 37.275 1.00 23.95 

-0.207 37.707 1.00 23.01 

-1.453 35.428 1.00 15.52 

-1.718 35.841 1.00 16.17 

-1.083 36.980 1.00 24.06 

-1.289 37.367 1.00 27.97 

-0.797 35.268 1.00 20.28 

0.228 35.494 1.00 17.61 

-1.679 34.333 1.00 22.04 

-1.498 33.480 1.00 17.05 

-2.279 34.066 1.00 14.01 

-3.782 33.968 1.00 15.16 

-4.463 34.725 1.00 12.97 

-5.861 34.630 1.00 6.21 

-4.536 33.111 1.00 9.83 

-5.920 33.013 1.00 7.71 

-6.570 33.769 1.00 10.71 

-7.918 33.628 1.00 17.89 

-1.936 32.006 1.00 18.86 

-2.676 31.682 1.00 9.75 

-1.468 31.133 1.00 20.41 

-1.761 29.700 1.00 22.72 

-0.653 28.906 1.00 27.28 

0.373 28.189 1.00 33.06 
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2956 


CDl 


LEU 




2957 


CD2 


LEU 




2958 


C 


LEU 




2959 


0 


LEU 




2960 


N 


THR 




2961 


CA 


THR 




2962 


CB 


THR 




2963 


OGl 


THR 




2964 


CG2 


THR 




2965 


C 


THR 




2966 


0 


THR 




2967 


N 


ARG 




2968 


CA 


ARG 




2969 


CB 


ARG 




2970 


CG 


ARG 




2971 


CD 


ARG 




2972 


NE 


ARG 




2973 


CZ 


ARG 




2974 


NHl 


ARG 




2975 


NH2 


ARG 




2976 


C 


ARG 




2977 


0 


ARG 




2978 


N 


ASP 




2979 


CA 


ASP 




2980 


CB 


ASP 






rn 


ASP 




2982 


ODl 


ASP 




2983 


0D2 


! ASP 




2984 


C 


ASP 



384 


33.065 


1.244 


384 


31.112 


-0.361 


384 


33,091 


-3.066 


384 


34.285 


-3.224 


385 


32.368 


-4.002 


385 


33.006 


-5.257 


385 


32.725 


-6.312 


385 


33.725 


-7.341 


385 


31.365 


-6.920 


385 


32.625 


-5.803 


385 


31.850 


-5.190 


386 


33.151 


-6.976 


386 


32.886 


-7.513 


386 


33.539 


-6.542 


386 


33.829 


-7.097 


386 


35.308 


-7.124 


386 


35.409 


-7.801 


386 


35.558 


-7.169 


386 


35.634 


-5.839 


386 


35.542 


-7.860 


386 


33.418 


-8.940 


386 


34.192 


-9.428 


387 


32.968 


-9.613 


387 


33.450 


-10.958 


387 


32.841 


-11.422 


oo / 


33 009 


-12.888 


387 


32.016 


-13.604 


387 


34.134 


-13.329 


387 


34.966 


-10.785 



27.233 1.00 34.76 

27.442 1.00 21.43 

29.392 1.00 23.29 

29.672 1.00 16.65 

28.803 1.00 20.42 

28.488 1.00 25.24 

29.566 1.00 24.34 

29.500 1.00 25.86 
29.353 1.00 25.15 
27.115 1.00 28.01 
26.371 1.00 27.17 
26.788 1.00 29.12 
25.479 1.00 27.83 

24.501 1.00 27.61 
23.168 1.00 31.30 
22.857 l.OO 23.16 
21.577 l.OO 16.35 
20.428 1.00 12.96 
20.419 l.OO 12.85 
19.294 l.OO 15.28 
25.299 1.00 27.06 
26.117 1.00 25.84 
24.242 1.00 27.53 
23.924 1.00 24.59 
22.615 l.OO 24.42 
22.400 l.OO 22.95 
22.563 l.OO 23.62 
22.072 1.00 27.28 
23.765 1.00 23.96 
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2985 


0 


ASP 




2986 


N 


PRO 




2987 


CD 


PRO 




2988 


CA 


PRO 




2989 


CB 


PRO 




2990 


CG 


PRO 




2991 


C 


PRO 




2992 


0 


PRO 




2993 


N 


THR 




2994 


CA 


THR 




2995 


CB 


THR 




2996 


OGl 


THR 




2997 


CG2 


THR 




2998 


C 


THR 




2999 


0 


THR 




3000 


N 


THR 




3001 


CA 


THR 




3002 


CB 


THR 




3003 


OGl 


THR 




3004 


CG2 


THR 




3005 


C 


THR 




3006 


0 


THR 




3007 


N 


PRO 




3008 


CD 


PRO 




3009 


CA 


PRO 






CR 


PRO 

1 L\\J 




3011 


CG 


PRO 




3012 


C 


PRO 




3013 


0 


PRO 



387 


35.424 


-9.879 


388 


35.764 - 


-11.665 


388 


35.473 ■ 


-12.838 


388 


37.199 ■ 


-11.474 


388 


37.714 


-11.909 


388 


36.797 


-13.039 


388 


37.897 


-12.209 


388 


39.105 


-12,068 


389 


37.147 


-12.986 


389 


37.707 


-13.756 


389 


36.572 


-14.319 


389 


35.905 


-15.371 


389 


37.116 


-14.857 


389 


38.714 


-13.017 


389 


39.837 


-13.472 


390 


38.314 


-11.879 


390 


39.189 


-11.112 


390 


38.366 


-9.966 


390 


37.404 


-10.571 


390 


39.276 


-9.031 


390 


40.424 


-10.547 


390 


41.555 


-10.778 


391 


40,232 


-9.781 


391 


38.970 


-9,345 


391 


41.405 


-9.241 




40.820 


-8.613 


391 


39.420 


-8.283 


391 


42.391 


-10.359 


391 


43.597 


-10.187 



23.071 1.00 22.34 

24.379 1.00 19.21 

25.222 1.00 20.90 

24.242 1.00 20.36 

25.611 1.00 15.78 

25.993 1.00 10.82 

23.107 1.00 22.20 

22.936 1.00 27.27 

22.341 1.00 21.30 

21.233 1.00 20.33 

20.365 1.00 22.95 

21.074 1.00 16.21 

19.059 1.00 24.76 

20.333 1.00 21.29 

20.135 1.00 25,30 

19,790 1.00 21,06 

18.907 1.00 20.45 

18.182 1.00 22.74 

17.309 1.00 15.53 
17,364 1.00 9.68 
19.625 1.00 21.65 
19.192 1.00 26.77 
20.711 1.00 20.31 
21.336 1.00 24.13 
21.410 1.00 18.82 
22.671 1.00 19,00 
22,309 1.00 22.38 
21,751 1.00 19.91 
21.684 1.00 21.23 
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3014 


N 


LEU 


392 


41.856 


-11. 


511 


22. 


127 


1. 


00 


20. 


70 




3015 


CA 


LEU 


392 


42.692 


-12. 


650 


22. 


458 


1. 


00 


20. 


82 




3016 


CB 


LEU 


392 


41.841 


-13. 


759 


23. 


073 


1. 


00 


17. 


55 




3017 


CG 


LEU 


392 


41.345 


-13. 


392 


24. 


478 


1. 


00 


21. 


46 




3018 


GDI 


LEU 


392 


40.825 


-14. 


630 


25. 


205 


1. 


00 


15. 


26 




3019 


GD2 


LEU 


392 


42.485 


-12. 


737 


25. 


250 


1. 


00 


15. 


90 




3020 


G 


LEU 


392 


43.416 


-13. 


148 


21. 


204 


1. 


00 


24. 


09 




3021 


0 


LEU 


392 


44.650 


-13. 


216 


21. 


188 


1. 


00 


23. 


77 




3022 


N 


ALA 


393 


42.664 


-13. 


472 


20. 


151 


1. 


00 


17. 


72 




3023 


CA 


ALA 


393 


43.297 


-13. 


951 


18.936 


1. 


00 


16. 


17 




3024 


GB 


ALA 


393 


42.258 


-14. 


247 


17. 


869 


1. 


00 


22. 


26 




3025 


G 


ALA 


393 


44.293 


-12. 


917 


18. 


436 


1. 


00 


12. 


90 




3026 


0 


ALA 


393 


45.385 


-13. 


261 


18. 


017 


1. 


00 


13. 


43 




3027 


N 


ARC 


394 


43.931 


-11. 


.645 


18. 


489 


1. 


00 


14, 


42 




3028 


GA 


ARC 


394 


44.846 


-10 


.624 


18. 


021 


1. 


00 


17. 


59 




3029 


GB 


ARG 


394 


44.150 


-9 


.256 


17. 


943 


1. 


.00 


14. 


.82 




3030 


GG 


ARC 


394 


42.984 


-9 


.215 


16. 


962 


1, 


.00 


16. 


.07 




3031 


GD 


ARG 


394 


42.631 


-7 


.760 


16. 


526 


1. 


.00 


12. 


.41 




3032 


NE 


ARG 


394 


41.684 


-7 


.773 


15 


.413 


1 


.00 


14. 


.24 




3033 


GZ 


ARG 


394 


40.850 


-6 


.787 


15 


.087 


1 


.00 


17 


.39 




3034 


NHl 


ARG 


394 


40.817 


-5 


.667 


15 


.781 


1 


.00 


10 


.53 




3035 


NH2 


ARG 


394 


40.019 


-6 


.940 


14 


.066 


1 


.00 


20 


.76 




3036 


G 


ARG 


394 


46.004 


-10 


.594 


19 


.016 


1 


.00 


22 


.24 




3037 


0 


ARG 


394 


47.155 


-10 


.344 


18 


.655 


1 


.00 


26 


.32 




3038 


N 


ALA 


395 


45.685 


-10 


.866 


20 


.274 


1 


.00 


24 


.17 




3039 


GA 


ALA 


395 


46.683 


-10 


.893 


21 


.330 


1 


.00 


22 


.92 




3040 


GB 


ALA 


395 


46.023 


-11 


.255 


22 


.648 


1 


.00 


21 


.94 




3041 


G 


ALA 


395 


47.737 


-11 


.929 


20 


.955 


1 


.00 


21 


.60 




3042 


0 


ALA 


395 


48.914 


-11 


.617 


20 


.853 


1 


.00 


26 


.01 
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3043 


N 


ALA 


396 


47. 


310 


-13. 


161 


20.731 


1- 


00 


17. 


87 




3044 


CA 


ALA 


396 


48. 


241 


-14. 


216 


20.349 


1. 


00 


20. 


24 




3045 


CB 


ALA 


396 


47. 


456 


-15. 


498 


20.012 


1. 


00 


14. 


04 




3046 


C 


ALA 


396 


49. 


138 


-13. 


809 


19.158 


1. 


00 


21. 


01 




3047 


0 


ALA 


396 


50. 


365 


-13. 


943 


19.201 


1. 


00 


22. 


33 




3048 


N 


TRP 


397 


48. 


510 


-13. 


311 


18.100 


1. 


00 


23. 


99 




3049 


CA 


TRP 


397 


49. 


211 


-12. 


899 


16.895 


1. 


00 


24. 


01 




3050 


CB 


TRP 


397 


48. 


224 


-12. 


242 


15.910 


1- 


00 


26. 


48 




3051 


CO 


TRP 


397 


48. 


767 


-12. 


062 


14.503 


1. 


00 


21. 


25 




3052 


CD2 


TRP 


397 


48. 


534 


-12. 


918 


13.380 


1. 


00 


18, 


44 




3053 


CE2 


TRP 


397 


49. 


284 


-12, 


406 


12.295 


1, 


00 


21, 


16 




3054 


CE3 TRP 


397 


47. 


767 


-14, 


068 


13.183 


1. 


00 


20, 


72 




3055 


CDl 


TRP 


397 


49, 


621 


-11, 


083 


14.067 


1, 


00 


24. 


22 




3056 


NEl 


TRP 


397 


49. 


936 


-11. 


286 


12.739 


1. 


00 


26. 


.31 




3057 


CZ2 


TRP 


397 


49. 


289 


-13. 


010 


11.037 


1. 


.00 


20. 


.85 




3058 


CZ3 


TRP 


397 


47. 


771 


-14. 


672 


11.924 


1. 


.00 


21. 


.73 




3059 


CH2 


TRP 


397 


48. 


.528 


-14 


.140 


10.872 


1. 


.00 


22 


.07 




3060 


C 


TRP 


397 


50 


.347 


-11 


.933 


17.192 


1 


.00 


26 


.70 




3061 


0 


TRP 


397 


51 


.503 


-12 


.193 


16.868 


1 


.00 


28 


.31 




3062 


N 


GLU 


398 


50 


.017 


-10 


.812 


17.811 


1 


.00 


26 


.37 




3063 


CA 


GLU 


398 


51 


.020 


-9 


.806 


18.112 


1 


.00 


27 


.65 




3064 


CB 


GLU 


398 


50 


.315 


-8 


.560 


18.657 


1 


.00 


28 


.99 




3065 


CG 


GLU 


398 


49 


.578 


-7 


.787 


17.567 


1 


.00 


18 


.59 




3066 


CD 


GLU 


398 


48 


.272 


-7 


.200 


18.038 


1 


.00 


27 


.32 




3067 


OEl 


GLU 


398 


47 


.227 


-7 


.608 


17.484 


1 


.00 


24 


.97 




3068 


0E2 


GLU 


398 


48 


.294 


-6 


.338 


18.953 


1 


.00 


22 


.57 




3069 


C 


GLU 


398 


52 


.159 


-10 


.274 


19.032 


1 


.00 


30 


.21 




3070 


0 


GLU 


398 


53 


.148 


-9 


.560 


19.213 


1 


.00 


31 


.40 




3071 


N 


THR 


399 


52 


.014 


-11 


.475 


19.599 


1 


.00 


31 


.36 
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3072 


CA 


THR 


399 


53.037 


-12, 


088 


20. 


452 


1. 


00 


28.89 




3073 


CB 


THR 


399 


52.398 


-12. 


967 


21. 


550 


1. 


00 


28.74 




3074 


OGl 


THR 


399 


51.402 


-12. 


216 


22. 


242 


1. 


00 


28.05 




3075 


CG2 


THR 


399 


53.439 


-13. 


418 


22. 


545 


1. 


00 


27.81 




3076 


C 


THR 


399 


53.919 


-12. 


988 


19. 


548 


1. 


00 


29.90 




3077 


0 


THR 


399 


55.110 


-13. 


197 


19. 


803 


1. 


00 


21.09 




3078 


N 


ALA 


400 


53.309 


-13. 


537 


18. 


500 


1. 


00 


31.86 




3079 


CA 


ALA 


400 


54.027 


-14. 


377 


17. 


532 


1. 


00 


29.44 




3080 


CB 


ALA 


400 


53.043 


-15. 


260 


16. 


751 


1. 


00 


24.28 




3081 


C 


ALA 


400 


54.805 


-13. 


499 


16. 


558 


1. 


00 


27.37 




3082 


0 


ALA 


400 


55.970 


-13. 


745 


16. 


318 


1. 


00 


28-03 




3083 


N 


ARG 


401 


54.158 


-12. 


463 


16. 


021 


1. 


00 


30.79 




3084 


CA 


ARG 


401 


54.770 


-11. 


549 


15. 


041 


1. 


00 


33.84 




3085 


CB 


ARG 


401 


54.055 


-11. 


686 


13. 


691 


1, 


00 


36.55 




3086 


CG 


ARG 


401 


54.832 


-11, 


172 


12, 


471 


1, 


00 


42.71 




3087 


CD 


ARG 


401 


54.461 


-12, 


002 


11, 


236 


1. 


00 


54.18 




3088 


NE 


ARG 


401 


55.092 


-11. 


,549 


9. 


991 


1. 


.00 


62.65 




3089 


CZ 


ARG 


401 


54.437 


-11. 


.329 


8.849 


1 


.00 


63.48 




3090 


NHl 


ARG 


401 


53.126 


-11. 


.515 


8 


.781 


1 


.00 


62.64 




3091 


NH2 


ARG 


401 


55.093 


-10 


.928 


7 


.768 


1 


.00 


62.06 




3092 


C 


ARG 


401 


54.734 


-10 


.078 


15 


.451 


1 


.00 


35.86 




3093 


0 


ARG 


401 


53.655 


-9 


.508 


15 


.650 


1 


.00 


36.31 




3094 


N 


HIS 


402 


55.908 


-9 


.459 


15 


.550 


1 


.00 


36.73 




3095 


CA 


HIS 


402 


55.977 


-8 


.055 


15 


.929 


1 


.00 


43.53 




3096 


CB 


HIS 


402 


57.419 


-7 


.533 


15 


.895 


1 


.00 


47.85 




3097 


CG 


HIS 


402 


57.548 


-6 


.102 


16 


.332 


1 


.00 


54.22 




3098 


CD2 


HIS 


402 


58.535 


-5 


.456 


17 


.001 


1 


.00 


57.20 




3099 


NDl 


HIS 


402 


56.583 


-5 


.151 


16 


.068 


1 


.00 


56.15 




3100 


CEl 


HIS 


402 


56.969 


-3 


.984 


16 


.552 


1 


.00 


56.20 
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3101 


NE2 


HIS 




3102 


C 


HIS 




3103 


0 


HIS 




3104 


N 


THR 




3105 


CA 


THR 




3106 


CB 


THR 




3107 


OGl 


THR 




3108 


CG2 


THR 




3109 


C 


THR 




3110 


0 


THR 




3111 


N 


PRO 




3112 


CD 


PRO 




3113 


CA 


PRO 




3114 


CB 


PRO 




3115 


CG 


PRO 




3116 


C 


PRO 




3117 


0 


PRO 




3118 


N 


VAL 




3119 


CA 


VAL 




3120 


CB 


VAL 




3121 


CGI 


VAL 




3122 


CG2 


VAL 




3123 


C 


VAL 




3124 


0 


VAL 




3125 


N 


ASN 




^126 


CA 


ASN 




3127 


CB 


ASN 




3128 


CG 


ASN 




3129 


ODl 


ASN 



402 


58.151 


-4.140 


402 


55.103 


-7.160 


402 


55.241 


-7.116 


403 


54.228 


-6.426 


403 


53.286 


-5.512 


403 


51.872 


-5.967 


403 


51.724 


-6.042 


403 


51.630 


-7.356 


403 


53.549 


-4,099 


403 


53.456 


-3.852 


404 


53.870 


-3.149 


404 


53.955 


-3.250 


404 


54.147 


-1.790 


404 


54.578 


-1,057 


404 


53.928 


-1.812 


404 


52.976 


-1.117 


404 


53.160 


-0.411 


405 


51,776 


-1.312 


405 


50.579 


-0.724 


405 


49.803 


0.128 


405 


48.415 


0.436 


405 


50.569 


1.426 


405 


49.700 


-1.852 


405 


48.826 


-2,352 


406 


49.941 


-2.248 


406 


49.213 


-3.352 


406 


50.015 


-3.941 


406 


50.173 


-2.966 


406 


51.285 


-2.715 



17.123 1.00 57.51 

15.055 1,00 43.10 

13.828 1.00 37.82 

15.734 1.00 44.21 

15.114 1.00 46.78 

15.444 1.00 47.77 

16.865 1.00 53.44 

14.879 1-00 45.97 

15.655 1.00 47.61 

16.855 1.00 48.66 

14.769 1.00 46.68 

13.304 1.00 46.25 

15.232 1.00 46.27 

13.961 1,00 45,29 

12.871 1,00 42.84 

15.923 1-00 45.84 

16,919 1,00 50-57 

15,384 1,00 42.54 

15.981 1.00 38.63 

14.966 1.00 37.25 

15.507 1.00 35.73 

14.696 1.00 40.20 

16.487 1.00 35.69 

15.771 1.00 35,97 

17.733 1.00 32,68 

18.334 1.00 31.20 

19.506 1.00 36.47 

20.668 1.00 35-06 

21.130 1.00 41.22 
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3130 


ND2 


ASN 




3131 


C 


ASN 




3132 


0 


ASN 




3133 


N 


SER 




3134 


CA 


SER 




3135 


CB 


SER 




3136 


OG 


SER 




3137 


C 


SER 




3138 


0 


SER 




3139 


N 


TRP 




3140 


CA 


TRP 




3141 


CB 


TRP 




3142 


CG 


TRP 




3143 


CD2 


TRP 




3144 


CE2 


TRP 




3145 


CE3 


TRP 




3146 


CDl 


TRP 




3147 


NEl 


TRP 




3148 


CZ2 


TRP 




3149 


CZ3 


TRP 




3150 


CH2 


TRP 




3151 


C 


TRP 




3152 


0 


TRP 




3153 


N 


LEU 




3154 


CA 


LEU 




3155 


CB 


LEU 




3156 


CG 


LEU 




3157 


CDl 


LEU 




3158 


CD2 


LEU 



406 


49.065 


-2.424 


406 


47.808 


-3.032 


406 


47.365 


-1.882 


407 


47.121 


-4.081 


407 


45.767 


-3.967 


407 


44.853 


-4.921 


407 


45.168 


-6.272 


407 


45.714 


-4.314 


407 


44.863 


-3.800 


408 


46.620 


-5.178 


408 


46.619 


-5.595 


408 


47.656 


-6.716 


408 


49.082 


-6.282 


408 


49.810 


-5.745 


408 


51.112 


-5.440 


408 


49.488 


-5.484 


408 


49.947 


-6.290 


408 


51.166 


-5.783 


408 


52.096 


-4.890 


408 


50.468 


-4.935 


408 


51.756 


-4.644 


408 


46.768 


-4.475 


408 


46.078 


-4.492 


409 


47.641 


-3.496 


409 


47.797 


-2.409 


409 


48,926 


-1.444 


409 


49.414 


-0.424 


409 


48.825 


-0.708 


409 


50.919 


-0.481 



21.146 1.00 31.42 

18.804 1.00 29.41 

18.785 1.00 26.28 

19.238 1.00 27.69 

19.737 1.00 26.15 

18.963 1.00 26.19 

19.273 1.00 23.64 

21.226 1.00 22.95 

21.955 1.00 20.75 

21.675 1.00 21.03 

23.075 1.00 21.98 

23.317 1.00 24.50 

23.337 1.00 34.03 

24.453 1.00 38.01 

23.996 1.00 40.00 

25.793 1.00 40.43 

22.286 1.00 39.23 

22.670 1.00 41.55 

24.829 1.00 38.74 

26.622 1.00 39.17 

26.132 1.00 38.81 

24.109 1.00 17.96 

25.123 1.00 14.08 

23.867 1.00 18.71 

24.821 1.00 20.06 

24.406 1.00 20.61 

25.474 1.00 18.35 

26.837 1.00 5.22 

25.586 1.00 23.57 



12 7 



ffi|iE# 2000-3060987 



1 1 - 1 9 2 4 8 8 





3159 


C 


LEU 




3160 


0 


LEU 




3161 


N 


GLY 




3162 


CA 


GLY 




3163 


C 


GLY 




3164 


0 


GLY 




3165 


N 


ASN 




3166 


CA 


ASN 




3167 


CB 


ASN 




3168 


CG 


ASN 




3169 


GDI 


ASN 




3170 


ND2 


ASN 




3171 


C 


ASN 




3172 


0 


ASN 




3173 


N 


ILE 




3174 


CA 


ILE 




3175 


CB 


ILE 




3176 


CG2 


ILE 




3177 


CGI 


ILE 




3178 


CDl 


ILE 




3179 


C 


ILE 




3180 


0 


ILE 




3181 


N 


ILE 




3182 


CA 


ILE 




3183 


CB 


ILE 






rr.9 


TI F 




3185 


CGI 


ILE 




3186 


CDl 


ILE 




3187 


C 


ILE 



409 


46.474 


-1.656 


409 


46.007 


-1.364 


410 


45.878 


-1.348 


410 


44.605 


-0.645 


410 


43.507 


-1.458 


410 


42.665 


-0.911 


411 


43.495 


-2.767 


411 


42.454 


-3.585 


411 


42.508 


-5.018 


411 


41.692 


-5.177 


411 


40.599 


-4.618 


411 


42.227 


-5.928 


411 


42.598 


-3.557 


411 


41.613 


-3.374 


412 


43.828 


-3.712 


412 


44.063 


-3.656 


412 


45.569 


-3.726 


412 


45.826 


-3.053 


412 


46.035 


-5.182 


412 


47.533 


-5.304 


412 


43.518 


-2.306 


412 


42.661 


-2.239 


413 


44.013 


-1.235 


413 


43.589 


0.109 


413 


44.176 


1.146 


fllO 


4'^ SIR 


2 492 


413 


45.694 


1.227 


413 


46.187 


2.585 


413 


42.067 


0.270 



24.944 1.00 22.79 

26.053 1.00 29.34 

23.798 1.00 25.51 

23.766 1.00 17.80 

24.420 1.00 17.47 

25.130 1.00 20.34 

24.201 1-00 14.98 

24.810 1.00 19.92 

24.266 1.00 21.16 

22.990 1.00 26.01 

22.865 1.00 21.55 

22.029 1.00 26.80 

26.339 1.00 23.12 

27.062 1.00 24.27 

26.828 1.00 23.33 

28.259 1.00 24.19 

28.603 1.00 23.03 

29.955 1.00 15.90 

28.659 1.00 18.08 

28.729 1.00 18.86 

28.732 1.00 27.08 

29.627 1.00 26.35 

28.113 1.00 23.29 

28.474 1.00 24.70 

27.508 1.00 23.52 

27.738 1.00 22.97 

27.684 1.00 18.99 

28.110 1.00 16.43 

28.478 1.00 28.54 
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3188 


0 


ILE 


413 


41.460 




3189 


N 


MET 


414 


41.452 




3190 


CA 


MET 


414 


40.015 




3191 


CB 


MET 


414 


39.604 




3192 


CG 


MET 


414 


40.255 




3193 


SD 


MET 


414 


39.867 




3194 


CE 


MET 


414 


38.086 




3195 


C 


MET 


414 


39.187 




3196 


0 


MET 


414 


38.041 




3197 


N 


TYR 


415 


39.758 




3198 


CA 


TYR 


415 


38.982 




3199 


CB 


TYR 


415 


38.725 




3200 


CG 


TYR 


415 


37.789 




3201 


CDl 


TYR 


415 


38.232 




3202 


CEl 


TYR 


415 


37.361 




3203 


CD2 


TYR 


415 


36.462 




3204 


CE2 


TYR 


415 


35.593 




3205 


CZ 


TYR 


415 


36.044 




3206 


OH 


TYR 


415 


35.174 




3207 


C 


TYR 


415 


39.593 




3208 


0 


TYR 


415 


39.341 




3209 


N 


ALA 


416 


40.352 




3210 


CA 


ALA 


416 


41.025 




3211 


CB 


ALA 


416 


41.809 




3212 


C 


ALA 


416 


40.135 




3213 


0 


ALA 


416 


40.489 




3214 


N 


PRO 


417 


38.939 




3215 


CD 


PRO 


417 


38.235 




3216 


CA 


PRO 


417 


38.135 



0.546 29.509 1.00 28.45 

0.086 27.319 1.00 28.25 

0.253 27.203 1.00 29.19 

0.219 25.728 1.00 32.24 

1.305 24.859 1.00 34.56 

2.994 25.373 1.00 39.45 

3.098 24.803 1.00 32.14 

-0.757 27.972 1.00 27.51 

-0.487 28.318 1.00 23.15 

-1.917 28.263 1.00 25.08 

-2.922 28.955 1.00 20.32 

-4.072 27.992 1.00 24.28 

-3.703 26.859 1.00 25.64 

-3.672 25.534 1.00 29.56 

-3.339 24.487 1.00 27.98 

-3.393 27.111 1.00 18.42 

-3.063 26.090 1.00 26.13 

-3.036 24.781 1.00 29.85 

-2.681 23.781 1.00 36.03 

-3.430 30.254 1.00 21.46 

-4.565 30.658 1.00 25.89 

-2.571 30.928 1.00 15.41 

-2.928 32.166 1.00 15.54 

-1.707 32.723 1.00 11.41 

-3.493 33.264 1.00 15.02 

-4.460 33.928 1.00 19.20 

-2.947 33.425 1.00 15.08 

-1.912 32.652 1.00 12.21 

-3.507 34.508 1.00 13.68 
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3217 


CB 


PRO 




3218 


CG 


PRO 




3219 


C 


PRO 




3220 


0 


PRO 




3221 


N 


THR 




3222 


CA 


THR 




3223 


CB 


THR 




3224 


OGl 


THR 




3225 


CG2 


THR 




3226 


C 


THR 




3227 


0 


THR 




3228 


N 


LEU 




3229 


CA 


LEU 




3230 


CB 


LEU 




3231 


CG 


LEU 




3232 


CDl 


LEU 




3233 


CD2 


LEU 




3234 


C 


LEU 




3235 


0 


LEU 




3236 


N 


TRP 




3237 


CA 


TRP 




3238 


CB 


TRP 




3239 


CG 


TRP 




3240 


CD2 


TRP 




3241 


CE2 


TRP 






CE3 


TRP 




3243 


CDl 


TRP 




3244 


NEl 


TRP 




3245 


CZ2 


TRP 



417 


36.989 


-2.508 


417 


37.110 


-1.512 


417 


37.627 


-4.915 


417 


37.314 


-5.597 


418 


37.546 


-5.373 


418 


37.007 


-6.709 


418 


36.708 


-7.032 


418 


37.937 


-7.202 


418 


35.899 


-5.922 


418 


37.886 


-7.812 


418 


39.036 


-7.597 


419 


37.305 


-9.001 


419 


37.917 


-10.204 


419 


36.788 


-11.115 


419 


36.701 


-12.615 


419 


37.430 


-13.251 


419 


35.206 


-13.000 


419 


38.863 


-10.856 


419 


39.865 


-11.452 


420 


38.586 


-10.727 


420 


39.486 


-11.317 


420 


38.828 


-11.420 


420 


38.072 


-10.210 


420 


38.525 


-9.232 


420 


37.459 


-8.323 


4?0 


39.724 


-9.039 


420 


36.790 


-9.859 


420 


36.416 


-8.727 


420 


37.559 


-7.234 



34.674 1.00 18.98 

33.544 1.00 14.83 

34.303 1.00 19.04 

35.268 1.00 18.22 

33.059 1.00 20.00 

32.851 1.00 20.89 

31.360 1.00 18.03 

30.657 1.00 23.26 

30.713 1.00 19.85 

33.389 1.00 19.47 

33.759 1-00 21.87 

33.388 1.00 18.19 

33.863 1.00 17.41 

34.280 1.00 17.35 

34.162 1,00 17.06 

35.320 1.00 15.19 
34.168 1.00 2.59 
32.854 1.00 21.73 
33.246 1.00 25.73 
31.559 1.00 19.46 
30.572 1.00 15.85 
29.185 1.00 17.26 
28.695 1.00 16.89 
27.738 1.00 20.44 
27.530 1.00 17.05 
27.033 1.00 15.89 
29.015 1.00 18.15 

28.321 1.00 17.75 
26.655 1.00 21.08 
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3246 


CZ3 


TRP 




3247 


CH2 


TRP 




3248 


C 


TRP 




3249 


0 


TRP 




3250 


N 


ALA 




3251 


CA 


ALA 




3252 


CB 


ALA 




3253 


C 


ALA 




3254 


0 


ALA 




3255 


N 


ARC 




3256 


CA 


ARC 




3257 


CB 


ARC 




3258 


CO 


ARC 




3259 


CD 


ARC 




3260 


NE 


ARC 




3261 


CZ 


ARC 




3262 


NHl 


ARC 




3263 


NH2 


ARC 




3264 


C 


ARC 




3265 


0 


ARC 




3266 


N 


MET 




3267 


CA 


MET 




3268 


CB 


MET 




3269 


CG 


MET 




3270 


SD 


MET 


JKJx J 


3271 


CE 


MET 




3272 


C 


MET 




3273 


0 


MET 




3274 


N 


ILE 



420 


39.817 


-7.957 


420 


38.741 


-7.070 


420 


40.773 


-10.517 


420 


41.873 


-11.087 


421 


40.645 


-9.192 


421 


41.820 


-8.323 


421 


41.381 


-6.885 


421 


42.723 


-8.365 


421 


43.950 


-8.434 


422 


42.103 


-8.320 


422 


42.836 


-8.340 


422 


41.871 


-8.167 


422 


41.631 


-6.722 


422 


40.429 


-6.583 


422 


40.825 


-6.700 


422 


40.010 


-7.084 


422 


38.748 


-7.390 


422 


40.458 


-7.149 


422 


43.612 


-9.635 


422 


44.832 


-9,624 


423 


42.893 


-10.751 


423 


43.493 


-12,046 


423 


42.416 


-13.048 


423 


41.858 


-12.787 


423 


40.368 


-13.726 


423 


41.069 


-15.281 


423 


44.296 


-12.585 


423 


45,426 


-13.025 


424 


43.738 


-12.548 



26.157 1.00 18.36 

25.975 1.00 14.83 

30.460 1,00 20.31 

30.443 1.00 21.36 

30.395 1.00 18.99 

30.278 1.00 19.53 

30,005 1.00 14.34 

31.510 1.00 22-41 

31.397 1.00 22.08 

32.685 1.00 25.03 

33.945 1.00 25.45 

35.132 1,00 22.24 

35.541 1.00 26.34 

36.472 1.00 25.25 
37.880 1.00 31.26 
38.859 1,00 26,82 
38.585 1,00 25,53 
40,107 1.00 28.34 
34.129 1.00 25.74 
34.302 1.00 24.21 
34.070 1.00 25.90 
34.287 1.00 23.33 
34.692 1.00 22.80 
36.097 1.00 17.76 

36.473 1.00 26.13 
36.925 1.00 29.78 
33.131 1.00 27.38 
33.318 1.00 32.41 
31.932 1.00 28.00 
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3275 


CA 


ILE 




3276 


CB 


ILE 




3277 


CG2 


ILE 




3278 


CGI 


ILE 




3279 


GDI 


ILE 




3280 


C 


ILE 




3281 


0 


ILE 




3282 


N 


LEU 




3283 


CA 


LEU 




3284 


CB 


LEU 




3285 


CG 


LEU 




3286 


CDl 


LEU 




3287 


CD2 


LEU 




3288 


C 


LEU 




3289 


0 


LEU 




3290 


N 


MET 




3291 


CA 


MET 




3292 


CB 


MET 




3293 


CG 


MET 




3294 


SD 


MET 




3295 


CE 


MET 




3296 


C 


MET 




3297 


0 


MET 




3298 


N 


THR 




3299 


CA 


THR 




•^300 


CB 


THR 




3301 


OGl 


THR 




3302 


CG2 


THR 




3303 


C 


THR 



424 


44.464 ■ 


-13.078 


424 


43.499 ■ 


-13.585 


424 


44.250 ■ 


-14.508 


424 


42.316 ■ 


-14.325 


424 


41.834 


-15.508 


424 


45.456 


-12.105 


424 


46.645 


-12.374 


425 


44.973 


-10.969 


425 


45.856 


-10.022 


425 


45.034 


-8.867 


425 


44.802 


-8.870 


425 


44.583 


-10.282 


425 


43.602 


-7.999 


425 


46.998 


-9.519 


425 


48.140 


-9.950 


426 


46.713 


-8.636 


426 


47.761 


-8.101 


426 


47.148 


-7.514 


426 


46.479 


-6.141 


426 


45.521 


-5.688 


426 


44.029 


-4.983 


426 


48.777 


-9.165 


426 


49.989 


-8.979 


427 


48.267 


-10.281 


427 


49.125 


-11.352 


427 


48.283 


-12.569 


427 


47.293 


-12.125 


427 


49.155 


-13.620 


427 


50.149 


-11.783 



30.796 1.00 28.12 

29.690 1.00 29.39 

28.733 1.00 32.06 

30.315 1.00 27.61 

29.508 1.00 26.72 

30.170 1.00 26.23 

30.126 1.00 21.98 

29.694 1.00 26.96 

29.046 1.00 23.05 

28.472 1.00 23.77 

26.943 1.00 21.55 

26.377 1.00 21.92 

26.653 1.00 17.53 

29.926 1.00 26.70 

29.742 1.00 30.65 

30.884 1.00 24.60 

31.771 1.00 19.17 

33.049 1.00 17.82 

32.881 1.00 24.33 

34.357 1.00 22.16 

33.628 1.00 23.93 

32.188 1.00 19.10 

32.054 1.00 12.33 

32.700 1.00 18.78 

33.182 1.00 21.30 

33.636 1.00 20.56 

34.571 1.00 21.39 

34.317 1.00 18.69 

32.149 1.00 25.61 



1 3 2 



ffi|iE# 2000-3060987 



1 1 - 1 9 2 4 8 8 





3304 


0 


THR 




3305 


N 


HIS 




3306 


CA 


HIS 




3307 


CB 


HIS 




3308 


CG 


HIS 




3309 


CD2 


HIS 




3310 


NDl 


HIS 




3311 


CEl 


HIS 




3312 


NE2 


HIS 




3313 


C 


HIS 




3314 


0 


HIS 




3315 


N 


PHE 




3316 


CA 


PHE 




3317 


CB 


PHE 




3318 


CG 


PHE 




3319 


CDl 


PHE 




3320 


CD2 


PHE 




3321 


CEl 


PHE 




3322 


CE2 


PHE 




3323 


CZ 


PHE 




3324 


C 


PHE 




3325 


0 


PHE 




3326 


N 


PHE 




3327 


CA 


PHE 




3328 


CB 


PHE 




3329 


CG 


PHE 




3330 


CDl 


PHE 




3331 


CD2 


PHE 




3332 


CEl 


PHE 



427 


51,348 


-11.796 


428 


49.671 


-12.071 


428 


50.514 


-12.543 


428 


49.628 


-13.067 


428 


50.383 


-13.412 


428 


50.706 


-14.609 


428 


50.920 


-12.456 


428 


51.541 


-13.049 


428 


51.425 


-14.355 


428 


51.553 


-11.574 


428 


52.687 


-11.962 


429 


51.192 


-10.318 


429 


52.150 


-9.404 


429 


51.430 


-8.262 


429 


50.958 


-8.633 


429 


49.682 


-9.146 


429 


51.804 


-8.501 


429 


49.252 


-9.529 


429 


51.380 


-8.883 


429 


50.105 


-9.398 


429 


53.137 


-8.872 


429 


54.265 


-8.563 


430 


52.733 


-8.751 


430 


53.700 


-8.286 


430 


53.033 


-7.977 


430 


52.774 


-6.514 


430 


51.602 


-5.939 


430 


53.749 


-5.686 


430 


51.415 


-4.553 



32.435 1.00 23.48 

30.934 1.00 29.58 

29.834 1.00 25.46 
28.688 1.00 25.48 
27.438 1.00 28.07 
26.893 1.00 26.29 
26.599 1.00 32.13 
25.595 1.00 28.43 
25.750 1.00 27.25 
29.270 1.00 23.01 
29.011 1.00 24.23 
29.086 1.00 21.06 
28.496 1.00 22.48 
27.773 1.00 25.70 
26.394 1.00 28.92 
26.200 1.00 26.69 
25.291 1.00 27.61 
24.932 1.00 31.49 
24.017 1.00 27.65 

23.835 1.00 26.84 
29.492 1.00 20.77 
29.139 1.00 21.91 
30.745 1.00 22.30 
31.726 1-00 22.59 
33.072 1.00 24.91 
33.259 1.00 26.03 
32.762 1.00 30.68 
33.811 1.00 20.79 
32.802 1.00 28.98 
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3333 


CE2 


PHE 


430 


53.572 


-4. 


323 


33. 


855 


1. 


00 


21. 


47 




3334 


CZ 


PHE 


430 


52.405 


-3. 


747 


33. 


348 


1. 


00 


22. 


42 




3335 


C 


PHE 


430 


54.799 


-9. 


330 


31. 


867 


1. 


00 


13. 


18 




3336 


0 


PHE 


430 


55.966 


-8. 


994 


31. 


865 


1. 


00 


12. 


59 




3337 


N 


SER 


431 


54.435 


-10. 


596 


31. 


928 


1. 


00 


11, 


96 




3338 


CA 


SER 


431 


55.455 


-11. 


637 


32. 


033 


1. 


00 


20. 


34 




3339 


CB 


SER 


431 


54.813 


-13. 


002 


32. 


226 


1. 


00 


20. 


23 




3340 


OG 


SER 


431 


55.091 


-13. 


821 


31. 


115 


1. 


00 


30. 


81 




3341 


C 


SER 


431 


56.344 


-11. 


684 


30. 


794 


1. 


00 


23. 


41 




3342 


0 


SER 


431 


57.555 


-11. 


847 


30. 


903 


1. 


00 


22. 


98 




3343 


N 


ILE 


432 


55.732 


-11. 


548 


29. 


617 


1. 


00 


26. 


02 




3344 


CA 


ILE 


432 


56.470 


-11. 


565 


28. 


354 


1. 


00 


24. 


15 




3345 


CB 


ILE 


432 


55.507 


-11. 


580 


27. 


130 


1. 


00 


29. 


47 




3346 


CG2 


ILE 


432 


56.290 


-11. 


349 


25. 


834 


1. 


00 


26, 


68 




3347 


CGI 


ILE 


432 


54.737 


-12. 


905 


27. 


079 


1. 


00 


23. 


71 




3348 


CDl 


ILE 


432 


55.608 


-14. 


126 


26. 


962 


1. 


00 


28. 


14 




3349 


C 


ILE 


432 


57.348 


-10. 


329 


28. 


264 


1. 


00 


23. 


16 




3350 


0 


ILE 


432 


58.558 


-10. 


426 


28. 


106 


1, 


00 


23. 


35 




3351 


N 


LEU 


433 


56.724 


-9. 


164 


28. 


371 


1. 


00 


23. 


,94 




3352 


CA 


LEU 


433 


57.435 


-7. 


.894 


28. 


309 


1. 


.00 


28. 


.88 




3353 


CB 


LEU 


433 


56.441 


-6 


.747 


28. 


.501 


1. 


.00 


30. 


.58 




3354 


CG 


LEU 


433 


56.346 


-5 


.678 


27 


.407 


1. 


.00 


33 


.37 




3355 


CDl 


LEU 


433 


56.205 


-6 


.322 


26 


.028 


1 


.00 


32 


.23 




3356 


CD2 


LEU 


433 


55.145 


-4 


.785 


27 


.718 


1 


.00 


36 


.50 




3357 


C 


LEU 


433 


58.553 


-7 


.817 


29 


.363 


1 


.00 


31 


.43 




3358 


0 


LEU 


433 


59.625 


-7 


.268 


29 


.121 


1 


.00 


31 


.96 




3359 


N 


LEU 


434 


58.284 


-8 


.367 


30 


.540 


1 


.00 


34 


.05 




3360 


CA 


LEU 


434 


59.254 


-8 


.402 


31 


.629 


1 


.00 


32 


.03 




3361 


CB 


LEU 


434 


58.606 


-9 


.059 


32 


.855 


1 


.00 


33 


.37 
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3362 


CG 


LEU 




3363 


CDl 


LEU 




3364 


CD2 


LEU 




3365 


C 


LEU 




3366 


0 


LEU 




3367 


N 


ALA 




3368 


CA 


ALA 




3369 


CB 


ALA 




3370 


C 


ALA 




3371 


0 


ALA 




3372 


N 


GLN 




3373 


CA 


GLN 




3374 


CB 


GLN 




3375 


CG 


GLN 




3376 


CD 


GLN 




3377 


OEl 


GLN 




3378 


NE2 


GLN 




3379 


C 


GLN 




3380 


0 


GLN 




3381 


N 


GLU 




3382 


CA 


GLU 




3383 


CB 


GLU 




3384 


CG 


GLU 




3385 


CD 


GLU 




3386 


OEl 


GLU 






OF? 


GI U 




3388 


C 


GLU 




3389 


0 


GLU 




3390 


N 


GLN 



434 


59.129 


-8.941 


434 


59.629 


-7.550 


434 


57.989 


-9.282 


434 


60.470 


-9.231 


434 


61.612 


-8.795 


435 


60.200 


-10.429 


435 


61.236 


-11.357 


435 


60.606 


-12.560 


435 


62.303 


-10.759 


435 


63.493 


-10.976 


436 


61.890 


-10.007 


436 


62.827 


-9.398 


436 


62.195 


-9.358 


436 


61.279 


-10.536 


436 


60.003 


-10.132 


436 


59.401 


-9.102 


436 


59.585 


-10.948 


436 


63.300 


-7.991 


436 


63.988 


-7.329 


437 


62.953 


-7.537 


437 


63.343 


-6.191 


437 


64.878 


-6.048 


437 


65.637 


-7.268 


437 


65.701 


-7.312 


437 


65.318 


-6.303 


/ 


RR 1 28 


-8.355 


437 


62.733 


-5.103 


437 


63.433 


-4.196 


438 


61.422 


-5.206 



34.288 1.00 31.50 

34.594 1.00 34.29 

35.220 1.00 34.33 

31.203 1.00 30.59 

31.326 1.00 30.54 

30.696 1.00 28.04 

30.283 1.00 27.70 

29.606 1.00 23.29 

29.389 1.00 31.48 

29.618 1.00 37.97 

28.379 1.00 33.13 

27.444 1.00 34.38 

26.051 1.00 33.83 

25.748 1.00 36.51 

25.018 1.00 42.61 

25.321 1.00 44.59 

24.051 1.00 42.60 

27.832 1.00 35.80 

27.065 1.00 34.86 

29.028 1.00 39.49 

29.471 1.00 45.63 

29.504 1.00 47.97 
30.035 1.00 51.93 
31.563 1.00 56.66 
32.208 1.00 56.30 
32.117 1.00 50.71 
28.553 1.00 45.05 
28.096 1.00 40.40 
28.316 1.00 44.81 
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3391 


CA 


GLN 




3392 


CB 


GLN 




3393 


CG 


GLN 




3394 


CD 


GLN 




3395 


OEl 


GLN 




3396 


NE2 


GLN 




3397 


C 


GLN 




3398 


0 


GLN 




3399 


N 


LEU 




3400 


CA 


LEU 




3401 


CB 


LEU 




3402 


CG 


LEU 




3403 


CDl 


LEU 




3404 


CD2 


LEU 




3405 


C 


LEU 




3406 


0 


LEU 




3407 


N 


GLU 




3408 


CA 


GLU 




3409 


CB 


GLU 




3410 


CG 


GLU 




3411 


CD 


GLU 




3412 


OEl 


GLU 




3413 


0E2 


GLU 




3414 


C 


GLU 




3415 


0 


GLU 




3416 


N 


LYS 




3417 


CA 


LYS 




3418 


CB 


LYS 




3419 


CG 


LYS 



438 


60.671 


-4.273 


438 


59.854 


-5.054 


438 


60.666 


-5.719 


438 


61.618 


-4.766 


438 


61.417 


-3.560 


438 


62.669 


-5.304 


438 


59.709 


-3.302 


438 


59.284 


-2.309 


439 


59.358 


-3.591 


439 


58.437 


-2.757 


439 


58.619 


-3.047 


439 


57.675 


-3.977 


439 


56.661 


-4.630 


439 


58.520 


-5.014 


439 


58.533 


-1.240 


439 


57.513 


-0.533 


440 


59.752 


-0.732 


440 


59.929 


0.700 


440 


61.203 


1.137 


440 


61.344 


0.546 


440 


62.326 


-0.619 


440 


62.004 


-1.705 


440 


63.425 


-0.451 


440 


59,933 


1.195 


440 


60.157 


2.383 


441 


59-674 


0.288 


441 


59.625 


0.618 


441 


60.021 


-0.616 


441 


59.636 


-0.582 



27.467 1.00 44.57 

26.427 1.00 43.31 

25.329 1.00 41.52 

24.653 1.00 39.73 

24.682 1.00 39.88 

24.040 1.00 40.97 

28.191 1.00 44.17 

27.600 1.00 47.18 

29.443 1.00 39.41 

30.234 1.00 35.63 

31.725 1.00 36.65 

32.484 1.00 35.38 

31.580 1.00 37.24 

33.152 1.00 35.93 

30.046 1.00 34.88 
30.050 1.00 31.04 
29.900 1.00 31.23 
29.749 1.00 34.08 
30.471 1.00 36.60 
31.869 1.00 46.25 
31.917 1.00 51.65 
31.381 1.00 55.45 
32.489 1.00 56.28 
28.297 1.00 33.24 

28.047 1.00 32.66 
27.357 1.00 29.40 
25.933 1.00 32.91 
25.097 1.00 35.80 
23.593 1.00 44.21 



13 6 



2000-3060987 
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3420 


CD 


LYS 




3421 


CE 


LYS 




3422 


NZ 


LYS 




3423 


C 


LYS 




3424 


0 


LYS 




3425 


N 


ALA 




3426 


CA 


ALA 




3427 


CB 


ALA 




3428 


C 


ALA 




3429 


0 


ALA 




3430 


N 


LEU 




3431 


CA 


LEU 




3432 


CB 


LEU 




3433 


CG 


LEU 




3434 


CDl 


LEU 




3435 


CD2 


LEU 




3436 


C 


LEU 




3437 


0 


LEU 




3438 


N 


ASP 




3439 


CA 


ASP 




3440 


CB 


ASP 




3441 


CG 


ASP 




3442 


ODl 


ASP 




3443 


0D2 


ASP 




3444 


C 


ASP 






0 


ASP 




3446 


N 


CYS 




3447 


CA 


CYS 




3448 


CB 


CYS 



441 


59.066 


-1.942 


441 


59.752 


-2.436 


441 


59.679 


-3.931 


441 


58.202 


1.057 


441 


57.277 


0.247 


442 


58.011 


2.341 


442 


56.679 


2.814 


442 


56.654 


4.321 


442 


56.272 


2.233 


442 


57.004 


2.353 


443 


55.107 


1.597 


443 


54.583 


1.006 


443 


54.064 


-0.403 


443 


54.984 


-1.291 


443 


54.192 


-2.002 


443 


55.669 


-2.279 


443 


53.444 


1.873 


443 


52.839 


2.644 


444 


53.166 


1.754 


444 


52.098 


2.517 


444 


52.472 


2.874 


444 


53.339 


4.102 


444 


53.370 


4.882 


444 


53.996 


4.295 


444 


50.868 


1.635 


AAA 


50 976 


0.412 


445 


49.700 


2.255 


445 


48.446 


1.530 


445 


48.165 


0.899 



23.090 1.00 43.76 

21.800 1.00 42.14 

21.557 1.00 32.91 

25.586 1.00 32.30 

25.575 1.00 34.79 

25.328 1.00 32.09 

24.988 1.00 34.73 

24.923 1.00 34.99 

23.646 1.00 35.06 

22.667 1.00 34.73 

23.612 1.00 34.80 

22.388 1.00 32.57 

22.665 1.00 32.82 

23.493 1.00 31.23 

24.599 1.00 29.05 

22.557 1.00 27.43 

21.859 1.00 33.71 

22.602 1.00 32.92 

20.569 1.00 34.97 

19.940 1.00 34.69 

18.505 1.00 35.84 

18.421 1.00 40.11 

19.394 1.00 47.24 

17.382 1.00 43.96 

19.921 1.00 36.94 

19.918 1.00 42.96 

19.911 1.00 35.62 

19.876 1.00 32.06 

21.244 1.00 31.49 
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ffilEilt 2000-3060987 
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3449 


SG 


CYS 




3450 


C 


CYS 




3451 


0 


CYS 




3452 


N 


GLN 




3453 


CA 


GLN 




3454 


CB 


GLN 




3455 


CG 


GLN 




3456 


CD 


GLN 




3457 


OEl 


GLN 




3458 


NE2 


GLN 




3459 


C 


GLN 




3460 


0 


GLN 




3461 


N 


ILE 




3462 


CA 


ILE 




3463 


CB 


ILE 




3464 


CG2 


ILE 




3465 


CGI 


ILE 




3466 


CDl 


ILE 




3467 


C 


ILE 




3468 


0 


ILE 




3469 


N 


TYR 




3470 


CA 


TYR 




3471 


CB 


TYR 




3472 


CG 


TYR 




3473 


CDl 


TYR 




/ ^ 




TYR 




3475 


CD2 


TYR 




3476 


CE2 


TYR 




3477 


CZ 


TYR 



445 


47.942 


2.070 


445 


47.427 


2.596 


445 


47.747 


3.783 


446 


46.208 


2.210 


446 


45.232 


3.232 


446 


44.836 


3.088 


446 


44.134 


1.781 


446 


43.416 


1.812 


446 


42.751 


2.793 


446 


43.547 


0.729 


446 


43.984 


3.293 


446 


43.387 


2.275 


447 


43.621 


4.514 


447 


42.458 


4.779 


447 


42.826 


5.654 


447 


41.566 


6.057 


447 


43.773 


4.894 


447 


44.576 


5,816 


447 


41.499 


5.578 


447 


41.780 


6.736 


448 


40.380 


4.969 


448 


39.405 


5,666 


448 


38.867 


6.903 


448 


37.916 


6,619 


448 


37.379 


7.668 




36 485 


7.425 


448 


37.529 


5,308 


448 


36.634 


5,058 


448 


36.118 


6,124 



22.618 1,00 32,37 

19,526 1.00 34.19 

19.552 1.00 36.00 

19.189 1.00 38.21 

18,843 1,00 40,12 

17.375 1,00 43.49 

17.046 1.00 52.73 

15.698 1.00 53.41 

15.356 1.00 52.33 

14,931 1.00 52.81 

19.738 1.00 38.91 

20.087 1.00 37.38 

20.115 1.00 35.95 

20.950 1,00 35,14 

22,194 1,00 35.06 

22,954 1.00 28.93 

23.124 1.00 35.72 

24.017 1.00 35.52 

20.071 1.00 36.57 

19.729 1.00 37.05 

19.687 1.00 32.88 

18.850 1,00 29.32 

19,574 1.00 30.94 

20.725 1.00 35,92 

21,478 1,00 34,37 

22,517 1.00 32.55 

21.049 1.00 33.84 

22.090 1.00 32.27 

22.819 1.00 33.86 
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3478 


OH 


TYR 


448 


35.242 




3479 


C 


TYR 


448 


39.994 




3480 


0 


TYR 


448 


39.660 




3481 


N 


GLY 


449 


40.892 




3482 


CA 


GLY 


449 


41.467 




3483 


C 


GLY 


449 


42.817 




3484 


0 


GLY 


449 


43.684 




3485 


N 


ALA 


450 


42.993 




3486 


CA 


ALA 


450 


44.265 




3487 


CB 


ALA 


450 


44.132 




3488 


C 


ALA 


450 


45.190 




3489 


0 


ALA 


450 


44.768 




3490 


N 


CYS 


451 


46.456 




3491 


CA 


CYS 


451 


47.436 




3492 


CB 


CYS 


451 


48.345 




3493 


SG 


CYS 


451 


50.112 




3494 


C 


CYS 


451 


48.185 




3495 


0 


CYS 


451 


48.393 




3496 


N 


TYR 


452 


48.539 




3497 


CA 


TYR 


452 


49.242 




3498 


CB 


TYR 


452 


48.324 




3499 


CG 


TYR 


452 


47.172 




3500 


CDl TYR 


452 


45.941 




3501 


CEl TYR 


452 


44.862 




3502 


CD2 TYR 


452 


47.298 






CE2 TYR 


452 


46.230 




3504 


CZ 


TYR 


452 


45.021 




3505 


OH 


TYR 


452 


43.981 




3506 


C 


TYR 


452 


50.531 



5.899 23.863 1.00 34.45 
6.105 17.513 1.00 26.03 
7.168 17.007 1.00 25.23 
5.303 16.955 1.00 25.14 
5.646 15.665 1.00 30.15 
6.336 15.692 1.00 29.86 
6.062 14.857 1.00 31.59 
7.258 16.626 1.00 30.00 
7.942 16.740 1.00 27.32 
9.207 17.585 1.00 29.76 
6.951 17.423 1.00 27.92 
6.122 18.240 1.00 21.53 
7-022 17.057 1.00 29.64 
6.141 17.640 1.00 33.17 
5.611 16.524 1.00 27.89 
5.858 16.743 1.00 35.52 
6.956 18.720 1.00 31.89 
8.168 18.586 1.00 29.04 
6.309 19.821 1.00 31.86 
7.028 20.878 1.00 35.81 
7.220 22.095 1.00 34.55 
8.175 21.868 1.00 35.92 
7.719 21.381 1.00 39.87 
8.594 21.203 1.00 37.75 
9-526 22.161 1.00 35.65 
10.403 21.987 1.00 39.32 
9.935 21.509 1.00 38.29 
10.820 21.357 1.00 44.55 
6.336 21.319 1.00 35.46 
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3507 


0 


TYR 




3508 


N 


SER 




3509 


CA 


SER 




3510 


CB 


SER 




3511 


OG 


SER 




3512 


C 


SER 




3513 


0 


SER 




3514 


N 


ILE 




3515 


CA 


ILE 




3516 


CB 


ILE 




3517 


CG2 


ILE 




3518 


CGI 


ILE 




3519 


CDl 


ILE 




3520 


C 


ILE 




3521 


0 


ILE 




3522 


N 


GLU 




3523 


CA 


GLU 




3524 


CB 


GLU 




3525 


CG 


GLU 




3526 


CD 


GLU 




3527 


OEl 


GLU 




3528 


0E2 


GLU 




3529 


C 


GLU 




3530 


0 


GLU 




3531 


N 


PRO 






rn 


PRO 




3533 


CA 


PRO 




3534 


CB 


PRO 


mi- 


3535 


CG 


PRO 



452 


50.795 


5.173 


453 


51.339 


7.067 


453 


52.563 


6.500 


453 


53.733 


7.413 


453 


54.223 


7.101 


453 


52.405 


6.315 


453 


52.534 


7.261 


454 


52.109 


5.084 


454 


51.903 


4.767 


454 


50.510 


4.148 


454 


50,079 


4.305 


454 


49.514 


4.827 


454 


48.079 


4.660 


454 


52.938 


3.818 


454 


53.294 


2.806 


455 


53.417 


4.153 


455 


54.386 


3.317 


455 


55.300 


4.174 


455 


56.360 


3.369 


455 


57.480 


4.247 


455 


57.521 


5.453 


455 


58.313 


3.730 


455 


53.602 


2.351 


455 


52.775 


2.765 


456 


53.844 


1.045 




'^4 779 


0.431 


456 


53.117 


0.056 


456 


53.615 


-1.300 


456 


54.819 


-1.005 



20.975 1.00 34.31 

22.074 1.00 34.30 

22.581 1.00 38.03 

22.256 1.00 41.05 

20.955 1.00 47.23 

24.078 1.00 35.40 

24.846 1.00 35.22 

24.476 1.00 33.48 

25.877 1.00 36.42 

26.088 1.00 36.41 

27.540 1.00 33.83 

25.157 1.00 35.30 

25.578 1.00 44.75 

26.461 1,00 37,22 

25.854 1.00 38.43 

27.654 1.00 38.85 

28.343 1.00 37.89 

29.215 1.00 44.07 
29.960 1.00 54.04 
30.509 1.00 61.38 
30.145 1.00 60.82 
31.300 1.00 58.53 

29.216 1.00 33.96 
30.026 1.00 31.59 
29.061 1.00 32,69 
28.107 1.00 31.89 
29.870 1.00 34.87 
29.346 1.00 31.61 
28.540 1.00 31.68 
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3536 


C 


PRO 




3537 


0 


PRO 




3538 


N 


LEU 




3539 


CA 


LEU 




3540 


CB 


LEU 




3541 


CG 


LEU 




3542 


GDI 


LEU 




3543 


CD2 


LEU 




3544 


G 


LEU 




3545 


0 


LEU 




3546 


N 


ASP 




3547 


GA 


ASP 




3548 


GB 


ASP 




3549 


GG 


ASP 




3550 


ODl 


ASP 




3551 


0D2 


ASP 




3552 


G 


ASP 




3553 


0 


ASP 




3554 


N 


LEU 




3555 


GA 


LEU 




3556 


GB 


LEU 




3557 


GG 


LEU 




3558 


GDI 


LEU 




3559 


GD2 


LEU 




3560 


G 


LEU 




3561 


0 


LEU 




3562 


N 


PRO 




3563 


CD 


PRO 




3564 


GA 


PRO 



456 


53.241 


0.186 


456 


52.373 


-0.286 


457 


54.302 


0.826 


457 


54.464 


0.990 


457 


55.936 


1.214 


457 


56.746 


-0.081 


457 


58.182 


0.232 


457 


56.697 


-0.781 


457 


53.603 


2.147 


457 


53.574 


2.425 


458 


52.899 


2.812 


458 


52.026 


3.920 


458 


52.074 


5.004 


458 


53.235 


5.977 


458 


53.988 


5.831 


458 


53.398 


6.891 


458 


50.579 


3.402 


458 


49.716 


4.104 


459 


50.337 


2.160 


459 


49.011 


1.552 


459 


49.097 


0.036 


459 


48.435 


-0.559 


459 


47.692 


0.510 


459 


49.508 


-1.226 


459 


48.187 


1.837 


459 


47,092 


2.379 


460 


48.680 


1.471 


460 


49.948 


0.798 


460 


47.893 


1.742 



31.404 1.00 35.06 

32.150 1.00 35.96 

31.880 1.00 31.41 

33.318 1.00 31.83 

33.668 1.00 21.51 

33.628 1.00 22.27 

33.223 1.00 18.61 

34.997 1.00 22.63 

33.841 1.00 33.12 

35.046 1.00 36.08 

32.932 1.00 33.35 

33.306 1.00 31.48 

32.219 1.00 31.92 

32.401 1.00 35.20 

33.385 1.00 40.06 

31.562 1.00 32.72 

33.492 1.00 30.57 

34.020 1.00 29.93 

33.079 1.00 29.54 

33.172 1.00 32.41 

32.962 1.00 31.91 

31.712 1.00 31.59 

30.923 1.00 30.88 

30.839 1.00 33.41 

34.422 1.00 31.36 
34.314 1.00 35.42 
35.618 1.00 31.69 
35.949 1.00 37.70 
36.824 1.00 31.94 
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3565 


CB 


PRO 


460 




3566 


CG 


PRO 


460 




3567 


C 


PRO 


460 




3568 


0 


PRO 


460 




3569 


N 


GLN 


461 




3570 


CA 


GLN 


461 




3571 


CB 


GLN 


461 




3572 


CG 


GLN 


461 




3573 


CD 


GLN 


461 




3574 


OEl 


GLN 


461 




3575 


NE2 


GLN 


461 




3576 


C 


GLN 


461 




3577 


0 


GLN 


461 




3578 


N 


ILE 


462 




3579 


CA 


ILE 


462 




3580 


CB 


ILE 


462 




3581 


CG2 


ILE 


462 




3582 


CGI 


ILE 


462 




3583 


CDl 


ILE 


462 




3584 


C 


ILE 


462 




3585 


0 


ILE 


462 




3586 


N 


ILE 


463 




3587 


CA 


ILE 


463 




3588 


CB 


ILE 


463 




3589 


CG2 


ILE 


463 








11 F 


463 




3591 


CDl 


ILE 


463 




3592 


c 


ILE 


463 




3593 


0 


ILE 


463 



11—192488 

48.867 1.443 37.961 1.00 34.04 

49.768 0.421 37.403 1.00 34.31 

47.370 3.172 36.869 1.00 31.06 

46.207 3.404 37.171 1.00 32.13 

48.240 4.122 36.559 1.00 34.11 
47.877 5.542 36.539 1.00 38.17 
49.088 6.398 36.121 1.00 38.18 
50.311 6.252 37.023 1.00 42.90 
51.124 5.006 36.725 1.00 46.75 
50.761 3.892 37.128 1.00 47.13 
52.237 5.186 36.018 1.00 48.03 
46.734 5.780 35.549 1.00 34.45 
45.742 6.418 35.873 1.00 33.29 

46.894 5.256 34.340 1.00 30.87 

45.895 5.408 33.289 1.00 28.05 
46.406 4.806 31.963 1.00 28.23 
45.305 4.784 30.928 1.00 21.36 
47.603 5.621 31.466 1.00 28.26 

48.241 5.073 30.227 1.00 30.74 
44.607 4.712 33.688 1.00 27.56 
43.534 5.332 33.726 1.00 27.06 
44.725 3.424 33.996 1.00 22.72 
43.574 2.636 34.400 1.00 20.93 
44.003 1.216 34.896 1.00 21.25 
42.817 0.479 35.517 1.00 18.27 
44.537 0.396 33.715 1.00 16.48 
45.126 -0.924 34.099 1.00 9.67 
42.758 3.351 35.480 1.00 19.90 
41.537 3.416 35.375 1.00 22.61 
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3594 


N 


GLU 


464 


43.418 


3.903 


36. 


497 


1. 


00 


22. 


67 




3595 


CA 


GLU 


464 


42.710 


4.592 


37. 


581 


1. 


00 


23. 


09 




3596 


CB 


GLU 


464 


43.654 


4.981 


38. 


726 


1. 


00 


22. 


31 




3597 


CG 


GLU 


464 


42.882 


5.206 


40. 


033 


1. 


00 


24. 


89 




3598 


CD 


GLU 


464 


43.508 


6.229 


40. 


954 


1. 


00 


22. 


17 




3599 


OEl 


GLU 


464 


43.109 


7.406 


40. 


905 


1. 


00 


31. 


72 




3600 


0E2 


GLU 


464 


44.390 


5.865 


41. 


738 


1. 


00 


16. 


70 




3601 


C 


GLU 


464 


41.959 


5.840 


37. 


132 


1. 


00 


25. 


17 




3602 


0 


GLU 


464 


40.845 


6.102 


37. 


610 


1. 


00 


21. 


06 




3603 


N 


ARG 


465 


42.562 


6.609 


36. 


225 


1. 


00 


24. 


41 




3604 


CA 


ARG 


465 


41.920 


7.818 


35. 


729 


1. 


00 


25. 


52 




3605 


CB 


ARG 


465 


42.908 


8.681 


34. 


943 


1. 


00 


31. 


25 




3606 


CG 


ARG 


465 


43.219 


10.019 


35. 


642 


1. 


00 


39. 


07 




3607 


CD 


ARG 


465 


42.685 


11.216 


34. 


860 


1. 


00 


43. 


22 




3608 


NE 


ARG 


465 


43.641 


12.326 


34. 


767 


1. 


00 


47, 


82 




3609 


CZ 


ARG 


465 


44.942 


12.198 


34. 


504 


1. 


.00 


50, 


.16 




3610 


NHl 


ARG 


465 


45.481 


11.002 


34. 


303 


1 


.00 


51. 


.31 




3611 


NH2 


ARG 


465 


45.711 


13.276 


34, 


.421 


1 


.00 


50 


.41 




3612 


C 


ARG 


465 


40.700 


7.524 


34 


.864 


1 


.00 


22 


.97 




3613 


0 


ARG 


465 


39.681 


8.210 


34 


.986 


1 


.00 


17 


.94 




3614 


N 


LEU 


466 


40.800 


6.486 


34 


.031 


1 


.00 


19 


.59 




3615 


CA 


LEU 


466 


39.729 


6.087 


33 


.122 


1 


.00 


24 


.29 




3616 


CB 


LEU 


466 


40.314 


5.360 


31 


.904 


1 


.00 


22 


.68 




3617 


CG 


LEU 


466 


41.009 


6.289 


30 


.905 


1 


.00 


31 


.93 




3618 


CDl 


LEU 


466 


41.374 


5.545 


29 


.624 


1 


.00 


31 


.87 




3619 


CD2 


LEU 


466 


40.074 


7.457 


30 


.599 


1 


.00 


36 


.14 




3620 


C 


LEU 


466 


38.609 


5.227 


33 


.692 


1 


.00 


27 


.95 




3621 


0 


LEU 


466 


37.461 


5.286 


33 


.219 


1 


.00 


30 


.02 




3622 


N 


HIS 


467 


38.923 


4.420 


34 


.693 


1 


.00 


26 


.38 
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3623 


CA 


HIS 




3624 


CB 


HIS 




3625 


CG 


HIS 




3626 


CD2 


HIS 




3627 


NDl 


HIS 




3628 


CEl 


HIS 




3629 


NE2 


HIS 




3630 


C 


HIS 




3631 


0 


HIS 




3632 


N 


GLY 




3633 


CA 


GLY 




3634 


C 


GLY 




3635 


0 


GLY 




3636 


N 


LEU 




3637 


CA 


LEU 




3638 


CB 


LEU 




3639 


CG 


LEU 




3640 


CDl 


LEU 




3641 


CD2 


LEU 




3642 


C 


LEU 




3643 


0 


LEU 




3644 


N 


SER 




3645 


CA 


SER 




3646 


CB 


SER 




3647 


OG 


SER 




3648 


C 


SER 




3649 


0 


SER 




3650 


N 


ALA 




3651 


CA 


ALA 



467 


37.901 


3.554 


467 


38.215 


2.094 


467 


38.546 


1.853 


467 


39.716 


1.958 


467 


37.620 


1.385 


467 


38.205 


1.209 


467 


39.478 


1.549 


467 


37.681 


3.673 


467 


36.669 


3.188 


468 


38.611 


4.313 


468 


38.475 


4.421 


468 


39.180 


3.265 


468 


39.347 


2.187 


469 


39.604 


3.504 


469 


40.303 


2.506 


469 


40.497 


3.027 


469 


41.631 


2.433 


469 


42.976 


2.827 


469 


41.509 


2.939 


469 


39.572 


1.177 


469 


40.203 


0.121 


470 


38.243 


1.240 


470 


37.399 


0.050 


470 


35.967 


0.416 


470 


35.871 


0.665 


470 


37.896 


-0.988 


470 


37.786 


-2.187 


471 


38.433 


-0.501 


471 


38.957 


-1.346 



35.240 1.00 28.67 

34.905 1.00 28.83 

33.465 1.00 28.42 

32.789 1.00 28.48 

32.557 1.00 29.37 

31.386 1.00 23.72 

31.501 1.00 26.25 

36.734 1.00 28.76 

37.246 1.00 31.17 

37.435 1.00 27.32 

38.875 1.00 24.96 

39.570 1.00 26.11 

38.992 1.00 20.04 

40.810 1.00 28.32 

41.619 1.00 31.09 

43.050 1.00 34.04 

43.893 1.00 33.39 

43.310 1.00 29.13 

45.332 1.00 36.67 

41.669 1.00 30.69 

41.757 1.00 32.77 

41.617 1.00 28.25 

41.658 1.00 26.30 

41.294 1.00 29.68 

39.903 1.00 32.61 

40.677 1.00 26.83 

40.908 1.00 29.66 

39.569 1.00 27.16 

38.518 1.00 25.29 
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3652 


CB 


ALA 




3653 


C 


ALA 




3654 


0 


ALA 




3655 


N 


PHE 




3656 


CA 


PHE 




3657 


CB 


PHE 




3658 


CG 


PHE 




3659 


CDl 


PHE 




3660 


CD2 


PHE 




3661 


CEl 


PHE 




3662 


CE2 


PHE 




3663 


CZ 


PHE 




3664 


C 


PHE 




3665 


0 


PHE 




3666 


N 


SER 




3667 


CA 


SER 




3668 


CB 


SER 




3669 


OG 


SER 




3670 


C 


SER 




3671 


0 


SER 




3672 


N 


LEU 




3673 


CA 


LEU 




3674 


CB 


LEU 




3675 


CG 


LEU 




3676 


CDl 


LEU 


MTV J 


3677 


CD2 


LEU 




3678 


C 


LEU 




3679 


0 


LEU 




3680 


N 


HIS 



471 


39.607 


-0.481 


471 


39.970 


-2.327 


471 


40.142 


-3.416 


472 


40.648 


-1.940 


472 


41.631 


-2.831 


472 


42.758 


-2.010 


472 


43.412 


-1.035 


472 


43.519 


0.321 


472 


43.936 


-1.467 


472 


44.145 


1.241 


472 


44.567 


-0.560 


472 


44.668 


0.791 


472 


41.045 


-3.806 


472 


41.796 


-4.509 


473 


39.717 


-3.887 


473 


39.087 


-4.771 


473 


38.894 


-4.015 


473 


39.568 


-2.768 


473 


37.747 


-5.447 


473 


37.088 


-6.025 


474 


37.322 


-5.384 


474 


36.064 


-6.032 


474 


35.741 


-5.734 


474 


35.419 


-4.253 


474 


35.037 


-4.078 


474 


34.284 


-3.777 


474 


36.195 


-7.544 


474 


37.261 


-8.115 


475 


35.122 


-8.183 



37.436 1.00 23.68 

39.081 1.00 24.06 

38.556 1.00 21.95 

40.151 1.00 22.90 
40.745 1.00 22.67 
41.375 1.00 21.44 
40.424 1.00 22.73 
40.750 1.00 25.96 
39.207 1.00 22.57 

39.863 1.00 24.45 
38.312 1.00 19.58 
38.642 1.00 18.43 
41.780 1.00 19.61 
42.433 1.00 20.06 
41.889 1.00 17.33 

42.864 1.00 19.26 
44.182 1.00 15.31 

44.152 1.00 22.47 
42.501 1.00 24.97 
43.390 1.00 26.79 
41.239 1.00 19.87 
40.853 1.00 17.55 
39.398 1.00 16.67 
39.139 1.00 19.81 
37.684 1.00 16.66 
40.027 1.00 19.28 
41.097 1.00 16.76 
40.867 1.00 14.80 
41.577 1.00 17.09 
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3681 


CA 


HIS 




3682 


CB 


HIS 




3683 


CG 


HIS 




3684 


CD2 


HIS 




3685 


NDl 


HIS 




3686 


CEl 


HIS 




3687 


NE2 


HIS 




3688 


C 


HIS 




3689 


0 


HIS 




3690 


N 


SER 




3691 


CA 


SER 




3692 


CB 


SER 




3693 


OG 


SER 




3694 


C 


SER 




3695 


0 


SER 




3696 


N 


TYR 




3697 


CA 


TYR 




3698 


CB 


TYR 




3699 


CG 


TYR 




3700 


CDl 


TYR 




3701 


CEl 


TYR 




3702 


CD2 


TYR 




3703 


CE2 


TYR 




3704 


CZ 


TYR 




3705 


OH 


TYR 




3706 


C 


TYR 




3707 


0 


TYR 




3708 


N 


SER 




3709 


CA 


SER 



475 


35.189 


-9.595 


475 


35.651 


-9.737 


475 


34.738 


-9.069 


475 


34.748 


-7.811 


475 


33.598 


-9.668 


475 


32.939 


-8.815 


475 


33.619 


-7.680 


475 


33.972 


-10.490 


475 


34.113 


-11.667 


476 


32.772 


-9,986 


476 


31.647 


-10.896 


476 


30.632 


-10.674 


476 


31.256 


-10.944 


476 


31.016 


-10.707 


476 


29.891 


-10.203 


477 


31.774 


-11.114 


477 


31.382 


-10.999 


477 


32.517 


-11.476 


477 


33.662 


-10.492 


477 


34.885 


-10.722 


477 


35.955 


-9.831 


477 


33.541 


-9.339 


477 


34.615 


-8.434 


477 


35.817 


-8.689 


477 


36.878 


-7.817 


477 


30.126 


-11.777 


477 


29.913 


-12.852 


478 


29.304 


-11.219 


478 


28.030 


-11.820 



41.917 1.00 20.48 

43.382 1.00 23.75 

44.373 1.00 23.68 

44.893 1.00 23.89 

44.857 1.00 15.87 

45.623 1-00 18.64 

45.660 1.00 17.92 

41.703 1.00 23.35 

41.395 1.00 32.81 

41.864 1.00 23.75 

41.683 1.00 25.31 

42.808 1.00 25.03 

44.047 1.00 25.05 

40.311 1.00 26.91 

40.189 1.00 21.63 

39.287 1.00 27.12 

37.888 1.00 20.57 

36.980 1.00 19.34 

36.852 1.00 18.80 

37.514 1.00 19.07 

37.400 1.00 13.98 

36.067 1.00 13.86 

35.942 1.00 13.49 

36.612 1.00 16.89 

36.501 1.00 14.53 

37.577 1.00 21.86 

38.113 1.00 16.61 

36.686 1.00 25.77 

36.285 1.00 27.29 
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3710 


CB 


SER 


478 




3711 


OG 


SER 


478 




3712 


C 


SER 


478 




3713 


0 


SER 


478 




3714 


N 


PRO 


479 




3715 


CD 


PRO 


479 




3716 


CA 


PRO 


479 




3717 


CB 


PRO 


479 




3718 


CG 


PRO 


479 




3719 


C 


PRO 


479 




3720 


0 


PRO 


479 




3721 


N 


GLY 


480 




3722 


CA 


GLY 


480 




3723 


C 


GLY 


480 




3724 


0 


GLY 


480 




3725 


N 


GLU 


481 




3726 


CA 


GLU 


481 




3727 


CB 


GLU 


481 




3728 


CG 


GLU 


481 




3729 


CD 


GLU 


481 




3730 


OEl 


GLU 


481 




3731 


0E2 


GLU 


481 




3732 


C 


GLU 


481 




3733 


0 


GLU 


481 




3734 


N 


ILE 


482 






PA 


ILE 


482 




3736 


CB 


ILE 


482 




3737 


CG2 


: ILE 


482 




3738 


CGI 


. ILE 


482 



27.289 -10.875 35.339 1.00 28.80 

27.483 -9.522 35.731 1.00 40.31 

28.165 -13.186 35.628 1.00 27.44 

29.099 -13.423 34.876 1.00 31.57 

27.229 -14.109 35,910 1.00 25.94 

26.087 -13.974 36.828 1.00 22.83 

27.286 -15.450 35.314 1.00 21.99 

26.038 -16.131 35.859 1.00 21.63 

25.779 -15.415 37.166 1.00 24.95 

27.302 -15.373 33.790 1,00 22.09 

27.898 -16.206 33.104 1.00 16.28 

26.642 -14.362 33.253 1.00 25.56 

26.652 -14.222 31.808 1.00 30.51 

28.071 -13.966 31.315 1.00 29.37 

28.544 -14.612 30.382 1.00 32.55 

28.757 -13.031 31.971 1.00 28.12 

30.112 -12.654 31.609 1.00 23.84 

30.521 -11.414 32.406 1.00 20.37 

31.903 -10.903 32.070 1.00 21.27 

31.929 -10.215 30.731 1.00 19.94 

30.873 -10.180 30.074 1.00 20.91 

32.994 -9.713 30.343 1.00 14.84 

31.123 -13.782 31.811 1.00 23.04 

31.966 -14.028 30.958 1.00 25.54 

31.040 -14.470 32.937 1.00 23.36 

31.963 -15.565 33.220 1.00 22.76 

31.638 -16.214 34.601 1.00 19.81 

32.395 -17.523 34.778 1.00 15.83 

32.010 -15.250 35.739 1.00 23.83 
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3739 


GDI 


ILE 




3740 


C 


ILE 




3741 


0 


ILE 




3742 


N 


ASN 




3743 


CA 


ASN 




3744 


CB 


ASN 




3745 


CG 


ASN 




3746 


ODl 


ASN 




3747 


ND2 


ASN 




3748 


C 


ASN 




3749 


0 


ASN 




3750 


N 


ARG 




3751 


CA 


ARG 




3752 


CB 


ARG 




3753 


CG 


ARG 




3754 


CD 


ARG 




3755 


NE 


ARG 




3756 


CZ 


ARG 




3757 


NHl 


ARG 




3758 


NH2 


ARG 




3759 


C 


ARG 




3760 


0 


ARG 




3761 


N 


VAL 




3762 


CA 


VAL 




3763 


CB 


VAL 




O 1 oft 


CGI 


VAL 




3765 


CG2 VAL 




3766 


C 


VAL 




3767 


0 


VAL 



482 


31.125 - 


-15.395 


482 


31.881 - 


-16.636 


482 


32.896 - 


-17.185 


483 


30.659 - 


-16.923 


483 


30.435 - 


-17.945 


483 


28.969 - 


-18.345 


483 


28.590 


-19.073 


483 


27.471 • 


-18.946 


483 


29.530 


-19.841 


483 


30.877 


-17.563 


483 


31.177 


-18.434 


484 


30.902 


-16.271 


484 


31.363 


-15.830 


484 


31.201 


-14.317 


484 


30.361 


-13.921 


484 


30.981 


-12.821 


484 


31.222 


-11.629 


484 


30.484 


-10.531 


484 


29.462 


-10.472 


484 


30.792 


-9.477 


484 


32.841 


-16.174 


484 


33.268 


-17.021 


485 


33.612 


-15.507 


485 


35.048 


-15.721 


485 


35.633 


-15.070 




37. 121 


-15.461 


485 


35.419 


-13.566 


485 


35.399 


-17.191 


485 


36.117 


-17.710 



36.991 1.00 10.56 
32.132 1.00 22.80 
31.692 1.00 19.29 
31.699 1.00 24.99 
30.698 1.00 26.00 
30.716 1.00 28.37 
32.002 1.00 31.91 
32.500 1.00 30.31 
32.542 1.00 29.92 
29.300 1.00 26.60 
28.497 1.00 30.66 
28.997 1-00 27.04 
27.687 1.00 27.37 
27.520 1.00 26.13 
26.325 1.00 21.21 
25.556 1.00 17.82 
26.361 1.00 19.84 
26.282 1-00 18.20 
25.447 1.00 22-95 
27.005 1.00 17.83 
27.637 1.00 26.63 
26.861 1.00 27.51 
28.491 1.00 25.94 
28.581 1.00 20.15 
29.836 1.00 21.83 
29.970 1.00 13.97 
29.793 1.00 7.66 
28.660 1.00 19.86 
27.815 1.00 21.45 
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3768 


N 


ALA 


486 




3769 


CA 


ALA 


486 




3770 


CB 


ALA 


486 




3771 


C 


ALA 


486 




3772 


0 


ALA 


486 




3773 


N 


SER 


487 




3774 


CA 


SER 


487 




3775 


CB 


SER 


487 




3776 


00 


SER 


487 




3777 


C 


SER 


487 




3778 


0 


SER 


487 




3779 


N 


CYS 


488 




3780 


CA 


CYS 


488 




3781 


CB 


CYS 


488 




3782 


SG 


CYS 


488 




3783 


C 


CYS 


488 




3784 


0 


CYS 


488 




3785 


N 


LEU 


489 




3786 


CA 


LEU 


489 




3787 


CB 


LEU 


489 




3788 


CG 


LEU 


489 




3789 


CDl 


LEU 


489 




3790 


CDS 


LEU 


489 




3791 


C 


LEU 


489 




3792 


0 


LEU 


489 


Kr> J 


3793 


N 


ARG 


490 




3794 


CA 


ARC 


490 




3795 


CB 


ARG 


490 




3796 


CG 


ARG 


490 



34.900 -17.847 29.699 1.00 20.86 
35.175 -19.265 29.928 1.00 23.05 
34.380 -19.781 31.157 1.00 16.74 
34.888 -20.127 28.704 1.00 19.32 
35.545 -21.134 28.492 1.00 18.46 
33.898 -19.746 27.910 1.00 23.08 
33.594 -20.493 26.699 1.00 25.52 
32.197 -20.141 26.176 1.00 26.82 
31.572 -21.282 25.597 1.00 32.23 
34.642 -20.132 25.646 1.00 23.85 
35.121 -20.981 24.903 1.00 30.98 
35.004 -18.865 25.584 1.00 20.37 
35.991 -18.441 24.617 1.00 21.95 

36.079 -16.918 24.589 1.00 27.12 
37.671 -16.295 23.964 1.00 35.96 
37.374 -19.017 24.911 1.00 22.98 
38.218 -19.080 24.019 1.00 16.47 

37.629 -19.425 26.153 1.00 21.12 
38.949 -19.966 26.456 1.00 24.98 
39.232 -19.926 27.959 1.00 23.49 
39.134 -18.554 28.631 1.00 24.48 
39.791 -18.618 30.008 1.00 27.39 
39.794 -17.494 27.765 1.00 15.03 
39.055 -21.382 25.912 1.00 28.28 

40.080 -21.754 25.336 1.00 28.63 
37.987 -22.162 26.077 1.00 29.70 
37.972 -23.531 25.559 1.00 35.67 

36.630 -24.241 25.837 1.00 34.47 
35.916 -23.839 27.102 1.00 39.26 
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3797 


CD 


ARC 


490 




3798 


NE 


ARC 


490 




3799 


CZ 


ARC 


490 




3800 


NHl 


ARC 


490 




3801 


NH2 


ARC 


490 




3802 


C 


ARG 


490 




3803 


0 


ARG 


490 




3804 


N 


LYS 


491 




3805 


CA 


LYS 


491 




3806 


CB 


LYS 


491 




3807 


CG 


LYS 


491 




3808 


CD 


LYS 


491 




3809 


CE 


LYS 


491 




3810 


NZ 


LYS 


491 




3811 


C 


LYS 


491 




3812 


0 


LYS 


491 




3813 


N 


LEU 


492 




3814 


CA 


LEU 


492 




3815 


CB 


LEU 


492 




3816 


CG 


LEU 


492 




3817 


CDl 


LEU 


492 




3818 


CD2 


LEU 


492 




3819 


C 


LEU 


492 




3820 


0 


LEU 


492 




3821 


N 


GLY 


493 




3822 


CA 


GLY 


493 




3823 


C 


GLY 


493 




3824 


0 


GLY 


493 




3825 


N 


VAL 


494 



36.649 -24.331 28.330 1.00 46.84 

37.425 -25.530 28.036 1.00 49.75 

38.709 -25.685 28.338 1.00 48.63 

39.375 -24.709 28.953 1.00 50.68 

39.324 -26.813 28.015 1.00 45.57 

38.173 -23.455 24.042 1.00 33.22 

39.071 -24.085 23.488 1.00 34.18 

37.331 -22.651 23.396 1.00 33.18 

37.350 -22.469 21.949 1.00 30.62 

36.399 -21.339 21.551 1.00 31.61 

36.178 -21.210 20.053 1.00 23.96 

36.306 -19.782 19.606 1.00 19.54 

34.973 -19.080 19.677 1.00 17.94 

35.126 -17.705 20.232 1.00 17.67 

38.722 -22.181 21.384 1.00 29.09 

39.187 -22.897 20.503 1.00 35.24 

39.369 -21.138 21.893 1.00 24.34 

40.679 -20.755 21.401 1.00 19.50 

40.993 -19.286 21.743 1.00 19.76 

40.131 -18.223 21.032 1.00 21.61 

40.670 -16.834 21.255 1.00 14.82 

40.088 -18.522 19.560 1.00 20.60 

41.763 -21.639 21.949 1.00 19.62 

42.872 -21.679 21.413 1.00 19.94 

41.447 -22.362 23.014 1.00 20.58 

42.451 -23.220 23.615 1.00 15.08 

43.358 -22.412 24.528 1.00 17,40 

44.549 -22.733 24.699 1.00 12.58 

42.811 -21.332 25.085 I. 00 18.23 
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3826 


CA 


VAL 


494 




3827 


CB 


VAL 


494 




3828 


CGI 


VAL 


494 




3829 


CG2 


VAL 


494 




3830 


C 


VAL 


494 




3831 


0 


VAL 


494 




3832 


N 


PRO 


495 




3833 


CD 


PRO 


495 




3834 


CA 


PRO 


495 




3835 


CB 


PRO 


495 




3836 


CG 


PRO 


495 




3837 


C 


PRO 


495 




3838 


0 


PRO 


495 




3839 


N 


PRO 


496 




3840 


CD 


PRO 


496 




3841 


CA 


PRO 


496 




3842 


CB 


PRO 


496 




3843 


CG 


PRO 


496 




3844 


C 


PRO 


496 




3845 


0 


PRO 


496 




3846 


N 


LEU 


497 




3847 


CA 


LEU 


497 




3848 


CB 


LEU 


497 




3849 


CG 


LEU 


497 




3850 


CDl 


LEU 


497 




3851 


CD2 LEU 


497 




3852 


C 


LEU 


497 




3853 


0 


LEU 


497 




3854 


N 


ARG 


498 



43.567 -20.505 26.029 1.00 24.48 
42.927 -19.093 26.182 1.00 25.08 
43.639 -18.302 27.263 1.00 19.85 
43.032 -18.344 24.869 1.00 23.44 
43.523 -21.267 27.369 1.00 21.96 
42.544 -21.966 27.650 1.00 23.77 
44.591 -21.193 28.180 1.00 19.53 
45.876 -20.502 27.998 1.00 22.34 
44.532 -21.925 29.452 1.00 23.72 
45.966 -21.847 29.992 1.00 22.00 
46.564 -20.672 29.327 1.00 22.88 
43.495 -21.359 30.428 1.00 24.18 
43.237 -20.166 30.425 1.00 26.06 
42.867 -22.227 31.253 1.00 29.06 
43.117 -23.682 31.251 1.00 29.39 
41.843 -21.870 32.256 1.00 26.64 
41.639 -23.175 33.025 1.00 26.28 
41.942 -24.230 32.014 1.00 27.86 
42.220 -20.709 33.191 1.00 24.39 
43.382 -20.560 33.560 1.00 25.02 
41.235 -19.901 33.580 1.00 22.77 
41.479 -18.762 34.476 1.00 25.05 
40.174 -18.055 34.832 1.00 22.12 
39.459 -17.316 33.694 1.00 24.99 
37.983 -17.213 34.013 1.00 10.42 
40.089 -15.948 33.486 1.00 22.67 
42.171 -19.192 35.767 1.00 28.83 
43.112 -18.534 36.231 1.00 30.24 
41.709 -20.291 36.354 1.00 28.96 
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3855 


CA 


ARG 




3856 


CB 


ARG 




3857 


CG 


ARG 




3858 


CD 


ARG 




3859 


NE 


ARG 




3860 


cz 


ARG 




3861 


NHl 


ARG 




3862 


NH2 


ARG 




3863 


C 


ARG 




3864 


0 


ARG 




3865 


N 


VAL 




3866 


CA 


VAL 




3867 


CB 


VAL 




3868 


CGI 


VAL 




3869 


CG2 


VAL 




3870 


C 


VAL 




3871 


0 


VAL 




3872 


N 


TRP 




3873 


CA 


TRP 




3874 


CB 


TRP 




3875 


CG 


TRP 




3876 


CD2 


TRP 




3877 


CE2 


TRP 




3878 


CE3 


TRP 




3879 


CDl 


TRP 




3880 


NEl 


TRP 




3881 


CZ2 


TRP 




3882 


CZ3 


TRP 




3883 


CH2 


TRP 



498 


42.318 


-20.776 


498 


41.849 


-22.192 


498 


42.803 


-23.240 


498 


42.101 


-24.168 


498 


41.020 


-24.850 


498 


40.765 


-26.148 


498 


41.523 


-26.904 


498 


39.751 


-26.691 


498 


43.829 


-20.769 


498 


44.561 


-20.349 


499 


44.285 


-21.216 


499 


45.712 


-21.278 


499 


45.972 


-22.101 


499 


47.390 


-21.877 


499 


45.735 


-23.587 


499 


46.377 


-19.901 


499 


47.547 


-19.753 


500 


45.648 


-18.901 


500 


46.198 


-17.546 


500 


45.277 


-16.663 


500 


45.213 


-17.041 


500 


46.174 


-16.737 


500 


45.698 


-17.303 


500 


47.386 


-16.039 


500 


44.225 


-17.760 


500 


44.510 


-17.921 


500 


46.396 


-17.200 


500 


48.083 


-15.934 


500 


47.583 


-16.510 



37.585 1.00 31.80 

37.881 1.00 33.41 

37.364 1.00 36.66 

36.443 1.00 34.50 

37.130 1.00 35.78 

37.006 1.00 41.82 

36.215 1.00 41.86 

37.672 1.00 40.78 

37.416 1.00 30.31 

38.310 1.00 33.99 

36.250 1.00 29.25 

35.947 1.00 31.50 

34.640 1.00 33.12 

34.132 1.00 28.70 

34.906 1.00 31.44 

35.829 1.00 31.96 

36.190 1.00 35.00 

35.324 1.00 31.77 

35.181 1.00 27.36 

34.333 1-00 25.16 

32.882 1.00 26.28 

31.862 1.00 26.06 

30.658 1.00 27.61 

31.846 1.00 29.91 

32.270 1.00 25.36 

30.938 1.00 25.93 

29.451 1.00 30.21 

30.645 1.00 31.35 

29.461 1.00 32.07 
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3884 


C 


TRP 




3885 


0 


TRP 




3886 


N 


ARC 




3887 


CA 


ARC 




3888 


CB 


ARC 




3889 


CG 


ARC 




3890 


CD 


ARC 




3891 


NE 


ARG 




3892 


CZ 


ARG 




3893 


NHl 


ARG 




3894 


NH2 


ARG 




3895 


C 


ARG 




3896 


0 


ARG 




3897 


N 


HIS 




3898 


CA 


HIS 




3899 


CB 


HIS 




3900 


CG 


HIS 




3901 


CD2 


HIS 




3902 


NDl 


HIS 




3903 


CEl 


HIS 




3904 


NE2 


HIS 




3905 


C 


HIS 




3906 


0 


HIS 




3907 


N 


ARG 




3908 


CA 


ARG 




3909 


CB 


ARG 




3910 


CG 


ARG 




3911 


CD 


ARG 




3912 


NE 


ARG 



500 46.366 -16.926 

500 47.248 -16.073 

501 45.507 -17.361 
501 45.556 -16.910 
501 44.641 -17.780 
501 43.168 -17.454 
501 42.755 -16.596 
501 41.304 -16.451 
501 40.664 -16.140 
501 41.360 -15.942 
501 39.334 -16.048 
501 46.993 -17.084 

501 47.698 -16.119 

502 47.425 -18.339 
502 48.770 -18.675 
502 48.879 -20.202 
502 48.016 -20.733 
502 46.691 -20.583 
502 48.513 -21.507 
502 47.535 -21.809 
502 46.419 -21.262 
502 49.858 -18.148 

502 50.984 -17.881 

503 49.540 -17.997 
503 50.531 -17.470 
503 49.992 -17.498 
503 50.645 -18.533 
503 49.619 -19.560 
503 50.134 -20.487 



36.574 1.00 28.41 

36.803 1.00 23.28 

37.496 1.00 27.19 

38.880 1.00 28.97 

39.747 1.00 37.11 

39.655 1.00 39.64 

40.834 1.00 51.11 

40.928 1-00 56.63 

42.048 1.00 59.94 

43.162 1.00 60.33 

42.059 1.00 58.22 

39.359 1.00 28.69 

39.671 1-00 26-56 

39.391 1.00 25.63 

39.831 1.00 28.17 

40.022 1.00 31.75 

41.133 1.00 36.89 

41.387 1.00 40.38 

42.159 1.00 32.91 

42.995 1.00 34.77 

42.550 1.00 35.75 

38.888 1.00 27-48 

39.306 1-00 29-54 

37.612 1-00 30-63 

36.692 1-00 29.02 

35.259 1.00 29.73 

34.351 1.00 29.98 

33.919 1.00 30.05 

32.927 1-00 30-15 
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3913 


CZ 


ARG 




3914 


NHl 


ARG 




3915 


NH2 


ARG 




3916 


C 


ARG 




3917 


0 


ARG 




3918 


N 


ALA 




3919 


CA 


ALA 




3920 


CB 


ALA 




3921 


C 


ALA 




3922 


0 


ALA 




3923 


N 


ARG 




3924 


CA 


ARG 




3925 


CB 


ARG 




3926 


CG 


ARG 




3927 


CD 


ARG 




3928 


NE 


ARG 




3929 


CZ 


ARG 




3930 


NHl 


ARG 




3931 


NH2 


ARG 




3932 


C 


ARG 




3933 


0 


ARG 




3934 


N 


SER 




3935 


CA 


SER 




3936 


CB 


SER 




3937 


OG 


SER 






r 

I-/ 






3939 


0 


SER 




3940 


N 


VAL 




3941 


CA 


VAL 



503 


49.764 - 


-20.485 


503 


48.878 


-19.599 


503 


50.262 


-21.376 


503 


50.807 


-16.033 


503 


51.964 


-15.622 


504 


49.732 


-15.284 


504 


49.833 


-13.880 


504 


48.439 


-13.224 


504 


50.513 


-13.701 


504 


51.160 


-12.681 


505 


50.353 


-14.676 


505 


50.995 


-14.634 


505 


50.813 


-15.971 


505 


50.326 


-15.869 


505 


49.435 


-17.057 


505 


48.048 


-16.661 


505 


47.034 


-17.515 


505 


47.236 


-18.825 


505 


45.810 


-17.065 


505 


52.475 


-14.410 


505 


53.089 


-13.495 


506 


53.027 


-15.241 


506 


54.432 


-15.173 


506 


54.750 


-16.256 


506 


56.006 


-15.995 






-13.831 


506 


55.780 


-13.212 


507 


54.292 


-13.374 


507 


54.675 


-12.090 



31.652 1.00 33.95 

31.222 1.00 38.59 

30.808 1.00 32.53 

37.134 1.00 28.79 

37.248 1.00 28.60 

37.402 1.00 30.13 

37.832 1.00 29.74 

37.834 1.00 28.52 

39.200 1.00 26.24 

39.436 1.00 27.81 

40.098 1.00 28.84 

41.419 1.00 27.37 

42.154 1.00 28.29 

43.598 1.00 30.58 

43.992 1.00 28.65 

44.262 1.00 29.11 

44.419 1.00 30.61 

44.334 1.00 34.91 

44.661 1.00 32.55 

41.148 1.00 26.98 

41.697 1.00 29.63 

40.265 1.00 26.48 

39.884 1.00 26.79 

38,866 1.00 28.06 

38.278 1.00 33.56 

39.336 1.00 28.42 

39.912 1.00 36.05 

38.234 1.00 25.55 

37.639 1.00 20.31 
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3942 


CB 


VAL 


507 


m'f 


3943 


CGI 


VAL 


507 




3944 


CG2 


VAL 


507 


m'f 


3945 


C 


VAL 


507 




3946 


0 


VAL 


507 




3947 


N 


ARG 


508 




3948 


CA 


ARG 


508 




3949 


CB 


ARG 


508 




3950 


CG 


ARG 


508 




3951 


CD 


ARG 


508 




3952 


NE 


ARG 


508 




3953 


CZ 


ARG 


508 




3954 


NHl 


ARG 


508 




3955 


NH2 


ARG 


508 




3956 


C 


ARG 


508 




3957 


0 


ARG 


508 




3958 


N 


ALA 


509 




3959 


CA 


ALA 


509 




3960 


CB 


ALA 


509 




3961 


C 


ALA 


509 




3962 


0 


ALA 


509 




3963 


N 


ARG 


510 




3964 


CA 


ARG 


510 




3965 


CB 


ARG 


510 




3966 


CG 


ARG 


510 






CD 


ARG 


510 




3968 


NE 


ARG 


510 




3969 


CZ 


ARG 


510 




3970 


NHl ARG 


510 



53.732 -11.674 36.459 1.00 24.81 

54.470 -10.744 35.515 1.00 19.95 

53.214 -12.895 35.722 1.00 27.87 

54.659 -10.936 38.640 1.00 20.26 

55.573 -10.094 38.630 1.00 18.17 

53.619 -10.889 39.483 1.00 16.63 

53.476 -9.826 40.486 1.00 20.36 

52.234 -10.048 41.358 1.00 22.81 

52.235 -9.227 42.625 1.00 21.60 
50.998 -9.475 43.477 1.00 28.22 
51.296 -9.361 44.911 1.00 37.21 
50.847 -8.379 45.689 1.00 38.38 
50.076 -7.423 45.175 1.00 46.52 
51.169 -8.339 46.972 1.00 28.71 
54.691 -9.723 41.383 1.00 22.41 
55.154 -8.626 41.671 1.00 22.27 
55.208 -10.866 41.829 1.00 24.91 
56.389 -10.855 42.687 1.00 27.02 
56.740 -12.276 43.144 1.00 22.60 
57.560 -10.234 41.932 1.00 28.45 
58.210 -9.320 42.436 1.00 32.34 
57.829 -10.722 40.724 1.00 29.56 
58.928 -10.180 39.924 1.00 30.26 
58.978 -10.870 38.562 1.00 30.46 
58.777 -12.369 38.607 1.00 25.33 
60.069 -13.055 38.961 1.00 28.12 
59.879 -14.419 39.451 1.00 35.39 
60.226 -14.836 40.667 1.00 34.87 
60.784 -13.999 41.539 1.00 33.89 
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3971 


NH2 


ARG 


510 




3972 


C 


ARG 


510 




3973 


0 


ARG 


510 




3974 


N 


LEU 


511 




3975 


CA 


LEU 


511 




3976 


CB 


LEU 


511 




3977 


CG 


LEU 


511 




3978 


CDl 


LEU 


511 




3979 


CD2 


LEU 


511 




3980 


C 


LEU 


511 




3981 


0 


LEU 


511 




3982 


N 


LEU 


512 




3983 


CA 


LEU 


512 




3984 


CB 


LEU 


512 




3985 


CG 


LEU 


512 




3986 


CDl 


LEU 


512 




3987 


CD2 


LEU 


512 




3988 


C 


LEU 


512 




3989 


0 


LEU 


512 




3990 


N 


SER 


513 




3991 


CA 


SER 


513 




3992 


CB 


SER 


513 




3993 


OG 


SER 


513 




3994 


C 


SER 


513 




3995 


0 


SER 


513 




3996 


N 


GLN 


514 




3997 


CA 


GLN 


514 




3998 


CB 


GLN 


514 




3999 


CG 


GLN 


514 



60.048 -16.105 41.001 1.00 36.28 

58.746 -8.670 39.729 1.00 32.22 

59.712 -7.909 39.697 1.00 34.67 

57.497 -8.234 39.602 1.00 33.14 

57.211 -6.812 39.424 1.00 32.24 

55.755 -6.617 38.985 1.00 31.16 

55.532 -6.888 37.492 1.00 30.87 

54.132 -7.401 37.266 1.00 19.45 

55.787 -5.611 36.708 1.00 25.52 

57.479 -6.017 40.701 1.00 31.18 



58. 


169 


-4.989 


40.669 


1.00 


26.79 


56. 


928 


-6.493 


41.819 


1.00 


30.24 


57. 


110 


-5.819 


43.108 


1.00 


32.29 


56. 


482 


-6.619 


44.261 


1.00 


25-88 


54. 


984 


-6.940 


44.299 


1.00 


26.51 


54. 


716 


-7-891 


45.457 


1.00 


28.99 


54. 


165 


-5.677 


44.444 


1.00 


24.37 


58. 


594 


-5.676 


43.402 


1.00 


33.82 


59. 


094 


-4.580 


43.661 


1.00 


33.78 


59, 


.289 


-6.803 


43.335 


1.00 


34.94 


60 


.711 


-6.866 


43.630 


1.00 


37.95 


61 


.138 


-8.332 


43.650 


1.00 


42.15 


60 


.281 


-9.073 


44.514 


1.00 


45.41 


61 


.644 


-6.046 


42.743 


1.00 


36.68 


62 


.864 


-6.162 


42.849 


1.00 


35.08 


61 


.067 


-5.206 


41.891 


1.00 


37.16 


61 


.836 


-4.358 


40.983 


1.00 


37.50 


61 


.248 


-4.429 


39.569 


1.00 


43.16 


61 


.986 


-5.334 


38.574 


1.00 


46.16 
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4000 


CD 


GLN 


514 


61.951 


-4.784 


37.144 


1.00 48.42 




4001 


OEl 


GLN 


514 


61.409 


-3.700 


36.886 


1.00 45.55 




4002 


NE2 


GLN 


514 


62.535 


-5.531 


36.211 


1.00 43.64 




4003 


C 


GLN 


514 


61.753 


-2.922 


41.483 


1.00 37.67 




4004 


0 


GLN 


514 


62.463 


-2.039 


41.007 


1.00 35.72 




4005 


N 


GLY 


515 


60.865 


-2.697 


42.446 


1.00 38.87 




4006 


CA 


GLY 


515 


60.689 


-1.370 


43.007 


1.00 36.83 




4007 


C 


GLY 


515 


60.157 


-0.355 


42.012 


1.00 36.39 




4008 


0 


GLY 


515 


60.024 


-0.650 


40.827 


1.00 37.60 




4009 


N 


GLY 


516 


59.841 


0.839 


42.505 


1.00 33.81 




4010 


CA 


GLY 


516 


59.334 


1.897 


41.655 


1.00 33.91 




4011 


C 


GLY 


516 


58.143 


1.533 


40.794 


1.00 38.28 




4012 


0 


GLY 


516 


57.298 


0.722 


41.181 


1.00 38.92 




4013 


N 


ARG 


517 


58.091 


2.144 


39.614 


1.00 38.05 




4014 


CA 


ARG 


517 


57.012 


1.934 


38.659 


1.00 35.86 




4015 


CB 


ARG 


517 


57.396 


2.537 


37.305 


1.00 40.10 




4016 


CG 


ARG 


517 


56.812 


3.919 


37.054 


1.00 43.18 




4017 


CD 


ARG 


517 


56.079 


3.950 


35.735 


1.00 47.23 




4018 


NE 


ARG 


517 


56.470 


5.105 


34.939 


1.00 54.17 




4019 


CZ 


ARG 


517 


57.512 


5.130 


34.112 


1.00 56.95 




4020 


NHl 


ARG 


517 


58.279 


4.056 


33.965 


1.00 58.23 




4021 


NH2 ARC 


517 


57.794 


6.237 


33.436 


1.00 58.13 




4022 


C 


ARG 


517 


56.605 


0.476 


38.477 


1.00 31.56 




4023 


0 


ARG 


517 


55.414 


0.160 


38.475 


1.00 34.95 




4024 


N 


ALA 


518 


57.573 


-0.419 


38.328 


1.00 25.19 




4025 


CA 


ALA 


518 


57.228 


-1.825 


38.150 


1.00 21.50 




4026 


CB 


ALA 


518 


58.457 


-2.630 


37.885 


1.00 11.56 




4027 


C 


ALA 


518 


56.480 


-2.398 


39.347 


1.00 22.19 




4028 


0 


ALA 


518 


55.663 


-3.305 


39.193 


1.00 26.95 
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4029 


N 


ALA 


519 




4030 


CA 


ALA 


519 




4031 


CB 


ALA 


519 




4032 


C 


ALA 


519 




4033 


0 


ALA 


519 




4034 


N 


THR 


520 




4035 


CA 


THR 


520 




4036 


CB 


THR 


520 




4037 


OGl 


THR 


520 




4038 


CG2 


THR 


520 




4039 


C 


THR 


520 




4040 


0 


THR 


520 




4041 


N 


CYS 


521 




4042 


CA 


CYS 


521 




4043 


CB 


CYS 


521 




4044 


SG 


CYS 


521 




4045 


c 


CYS 


521 




4046 


0 


CYS 


521 




4047 


N 


GLY 


522 




4048 


CA 


GLY 


522 



4049 C GLY 522 

4050 0 GLY 522 

4051 N LYS 523 

4052 CA LYS 523 

4053 CB LYS 523 

4054 CG LYS 523 
M-?- 4055 CD LYS 523 

4056 CE LYS 523 

4057 NZ LYS 523 



56.768 -1.867 40.534 1.00 22.61 
56.138 -2.303 41.782 1.00 19.97 
56.867 -1.669 42.975 1.00 17.81 
54.656 -1.938 41.828 1.00 20.24 
53.810 -2.760 42.207 1.00 19.71 
54.346 -0.697 41.453 1.00 19.16 
52.968 -0.221 41.453 1.00 21.36 
52.907 1.225 40.977 1.00 20.09 
53.970 1-952 41.595 1.00 23.76 
51.582 1.868 41.356 1.00 18.61 
52.059 -1.092 40.574 1.00 24.98 
50.947 -1.434 40.984 1.00 25.03 
52.541 -1.451 39.377 1.00 23.25 
51.785 -2.288 38.431 1.00 21.68 
52.573 -2.510 37.118 1.00 21.82 
52.914 -1.044 36.097 1.00 17.89 
51.504 -3.643 39.054 1.00 20.51 
50.398 -4.168 38.959 1.00 19.81 
52.529 -4.206 39.683 1.00 21.73 

52.404 -5-504 40.317 1.00 21.72 
51.402 -5.544 41.453 1.00 23.41 
50.619 -6.497 41.589 1.00 22.54 

51.405 -4.492 42.256 1.00 21.41 
50.527 -4.425 43.406 1.00 21.80 
51.148 -3.442 44.416 1.00 22.06 
50.178 -2.735 45.320 1.00 22.90 
50.911 -1.834 46-293 1.00 21.46 
49.933 -0.961 47.083 1.00 13.21 
50.606 0.324 47.409 1.00 23.93 
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4058 


C 


LYS 


523 




4059 


0 


LYS 


523 




4060 


N 


TYR 


524 




4061 


CA 


TYR 


524 




4062 


CB 


TYR 


524 




4063 


CG 


TYR 


524 




4064 


CDl 


TYR 


524 




4065 


CEl 


TYR 


524 




4066 


CD2 


TYR 


524 




4067 


CE2 


TYR 


524 




4068 


CZ 


TYR 


524 




4069 


OH 


TYR 


524 




4070 


C 


TYR 


524 




4071 


0 


TYR 


524 




4072 


N 


LEU 


525 




4073 


CA 


LEU 


525 




4074 


CB 


LEU 


525 




4075 


CG 


LEU 


525 




4076 


CDl 


LEU 


525 




4077 


CD2 


LEU 


525 




4078 


C 


LEU 


525 




4079 


0 


LEU 


525 




4080 


N 


PHE 


526 




4081 


CA 


PHE 


526 




4082 


CB 


PHE 


526 




4083 


CG 


PHE 


526 




4084 


CDl PHE 


526 




4085 


CD2 PHE 


526 




4086 


CEl PHE 


526 



49.087 -4.048 43.023 1.00 22.07 
48.112 -4.609 43.533 1.00 21.31 
48.951 -3.117 42.093 1.00 23.53 
47.624 -2.692 41.678 1.00 24.18 
47.707 -1.248 41.170 1.00 26.96 
47.799 -0.222 42.292 1.00 31.99 
49.028 0.147 42.835 1.00 31.39 

49.108 1.041 43.892 1.00 31.53 
46.653 0.343 42.832 1.00 36.34 
46-720 1.238 43.891 1.00 35.33 
47.943 1.585 44.417 1.00 34.86 
47.983 2.452 45.486 1.00 30.70 
46.958 -3.618 40.629 1.00 25.33 
45.806 -4.043 40.792 1.00 22.85 
47.686 -3.956 39.570 1.00 20.76 

47.109 -4.787 38.539 1.00 19.46 
47.957 -4.766 37.252 1.00 20.85 
48.736 -3.549 36.746 1.00 18.37 
49.208 -3.846 35.334 1.00 19.62 
47.869 -2.316 36.731 1.00 23.39 
46.930 -6.227 38.957 1.00 19.55 
46.037 -6.908 38.443 1.00 14.61 
47.759 -6.710 39.879 1.00 21.79 
47.660 -8.129 40.239 1.00 22.87 
48.976 -8.848 39.882 1.00 23.31 
49.394 -8.686 38.425 1.00 25.42 
50.444 -7.836 38.070 1.00 25.95 
48.741 -9.382 37.412 1.00 22.77 
50.830 -7.690 36.723 1.00 25.73 
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4087 


CE2 


PHE 


526 




4088 


CZ 


PHE 


526 




4089 


C 


PHE 


526 




4090 


0 


PHE 


526 




4091 


N 


ASN 


527 




4092 


CA 


ASN 


527 




4093 


CB 


ASN 


527 




4094 


CG 


ASN 


527 




4095 


ODl 


ASN 


527 




4096 


ND2 


ASN 


527 




4097 


C 


ASN 


527 




4098 


0 


ASN 


527 




4099 


N 


TRP 


528 




4100 


CA 


TRP 


528 




4101 


CB 


TRP 


528 




4102 


CG 


TRP 


528 




4103 


CD2 


TRP 


528 




4104 


CE2 


TRP 


528 




4105 


CE3 


TRP 


528 




4106 


CDl 


TRP 


528 




4107 


NEl 


TRP 


528 




4108 


CZ2 


TRP 


528 




4109 


CZ3 


TRP 


528 



4110 CH2 TRP 528 

4111 C TRP 528 

4112 0 TRP 528 

4113 N ALA 529 

4114 CA ALA 529 

4115 CB ALA 529 



49.129 -9.233 36.054 1.00 19.20 
50.166 -8.394 35.716 1.00 12.30 
47.230 -8.493 41.645 1.00 19.74 
47.406 -9.626 42.077 1.00 20.87 
46.649 -7.540 42.351 1.00 20.80 
46.168 -7.800 43.697 1.00 22.67 
45.676 -6.503 44.329 1.00 21.32 
45.875 -6.480 45.820 1.00 27.69 
47.001 -6.622 46.320 1.00 26.48 
44.786 -6.298 46.550 1.00 22.52 
45.025 -8.824 43.661 1.00 26.89 
44.758 -9-504 44.654 1.00 29.14 
44.360 -8.933 42.509 1.00 26.74 
43.245 -9.863 42.334 1.00 22.63 
42.511 -9.588 40.999 1.00 23.42 
43.373 -9.841 39.769 1.00 22.88 
43.737 -11.119 39.226 1.00 16.34 
44.716 -10.891 38.224 1.00 16.94 
43.341 -12.430 39.493 1.00 16.31 
44.109 -8.909 39.074 1.00 21.03 
44.920 -9.533 38.151 1.00 20.51 
45.307 -11.930 37.491 1.00 12.66 
43.935 -13.478 38.757 1.00 22.18 
44.908 -13.214 37.770 1.00 10.51 
43.770 -11.295 42.350 1.00 24.25 
43.006 -12.246 42.533 1.00 20.16 
45.081 -11.444 42.172 1.00 27.26 
45.700 -12.772 42.137 1.00 28.52 
46.966 -12.742 41.293 1.00 19.41 
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4116 


C 


ALA 


529 




4117 


0 


ALA 


529 




4118 


N 


VAL 


530 




4119 


CA 


VAL 


530 




4120 


CB 


VAL 


530 




4121 


CGI 


VAL 


530 




4122 


CG2 


VAL 


530 




4123 


C 


VAL 


530 




4124 


0 


VAL 


530 




4125 


N 


LYS 


531 




4126 


CA 


LYS 


531 




4127 


CB 


LYS 


531 




4128 


CG 


LYS 


531 




4129 


CD 


LYS 


531 




4130 


CE 


LYS 


531 




4131 


NZ 


LYS 


531 




4132 


C 


LYS 


531 




4133 


0 


LYS 


531 




4134 


N 


THR 


532 




4135 


CA 


THR 


532 




4136 


CB 


THR 


532 




4137 


OGl 


THR 


532 




4138 


CG2 


THR 


532 




4139 


C 


THR 


532 




4140 


0 


THR 


532 




4141 


N 


LYS 


533 




4142 


CA 


LYS 


533 




4143 


CB 


LYS 


533 




4144 


CG 


LYS 


533 



46.023 -13.306 43.523 1.00 30.29 
45.648 -14.427 43.861 1.00 35.11 
46.725 -12.507 44.317 1.00 33.55 
47.103 -12.910 45.670 1.00 33.91 
47.857 -11.769 46.412 1.00 31.28 
48.789 -11.047 45.464 1.00 26.39 

46.874 -10.791 47.004 1.00 29.38 

45.875 -13.319 46.486 1.00 36.28 
44.759 -12.853 46.236 1.00 38.88 
46.090 -14.191 47.465 1.00 38.17 
45.017 -14.687 48.327 1.00 38.07 
45.476 -15.987 48.995 1.00 39.85 
46.671 -16.647 48.300 1.00 38.60 
47.946 -15.836 48.534 1.00 43.75 
49.106 -16.300 47.666 1.00 42.42 
49.773 -17.500 48.247 1.00 43.42 
44.593 -13.644 49.378 1.00 36.13 
43.404 -13.304 49.494 1.00 36.59 
45.560 -13.142 50.143 1.00 29.06 
45.271 -12.122 51.142 1.00 26.83 
46.183 -12.237 52.362 1.00 27.27 
46.813 -13.520 52.364 1.00 35.92 
45.371 -12.051 53.638 1.00 26,98 
45.512 -10.779 50.479 1.00 23.15 
46.638 -10.298 50.392 1.00 17.89 
44.444 -10.161 50.019 1.00 24.30 
44.610 -8.915 49.313 1.00 30.02 
43.330 -8.601 48.543 1.00 34.16 
43.261 -9.297 47.186 1.00 42.24 
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4145 


CD 


LYS 


533 




4146 


CE 


LYS 


533 




4147 


NZ 


LYS 


533 




4148 


C 


LYS 


533 




4149 


0 


LYS 


533 




4150 


N 


LEU 


534 




4151 


CA 


LEU 


534 




4152 


CB 


LEU 


534 




4153 


CG 


LEU 


534 




4154 


CDl 


LEU 


534 




4155 


CD2 


LEU 


534 




4156 


C 


LEU 


534 




4157 


0 


LEU 


534 




4158 


N 


LYS 


535 




4159 


CA 


LYS 


535 




4160 


CB 


LYS 


535 




4161 


CG 


LYS 


535 




4162 


CD 


LYS 


535 




4163 


CE 


LYS 


535 




4164 


NZ 


LYS 


535 




4165 


C 


LYS 


535 




4166 


0 


LYS 


535 




4167 


N 


LEU 


536 




4168 


CA 


LEU 


536 




4169 


CB 


LEU 


536 




4170 


CG 


LEU 


536 



4171 CDl LEU 536 

4172 CD2 LEU 536 

4173 C LEU 536 



41.884 -9.901 46.917 1.00 44.15 
41.955 -11.415 46.751 1.00 46.89 
41.927 -11.827 45.328 1.00 43.79 
44.993 -7.746 50.186 1.00 30.92 
44.629 -7.697 51.363 1.00 34.83 
45.748 -6.809 49.613 1.00 32.89 
46.119 -5.607 50.338 1.00 32.08 
47.526 -5.142 49.986 1.00 30.92 
48.112 -5.387 48.608 1.00 35.03 
47.865 -4.160 47.762 1.00 33.89 
49.621 -5.677 48.725 1.00 32.33 
45.101 -4.549 49.960 1.00 34.40 
44.462 -4.653 48.919 1.00 34.91 
44.925 -3.551 50.824 1.00 37.40 
43.961 -2.480 50.580 1.00 34.10 
43.499 -1.866 51.911 1.00 36.92 
41.986 -1.841 52.114 1.00 38.59 
41.402 -0.439 51.877 1.00 44.81 
41.745 0.537 53.041 1.00 48.73 
41.791 2.007 52.687 1.00 35.50 
44.569 -1.399 49.695 1.00 33.67 
45.465 -0.651 50.111 1.00 33.50 
44.062 -1.302 48.475 1.00 31.05 
44.574 -0.317 47.536 1.00 28.88 
44.148 -0.686 46.120 1.00 20.05 
44.814 -2.001 45.746 1.00 17.34 
44.447 -2.418 44.336 1.00 14.63 
46.316 -1.828 45.895 1.00 16.21 
44.157 1.104 47.866 1.00 29.61 
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4174 


0 


LEU 


536 


42.984 




4175 


N 


THR 


537 


45.148 




4176 


CA 


THR 


537 


44.927 




4177 


CB 


THR 


537 


46.005 




4178 


OGl 


THR 


537 


47.102 




4179 


CG2 


THR 


537 


46.505 




4180 


C 


THR 


537 


45.055 




4181 


0 


THR 


537 


45.804 




4182 


N 


PRO 


538 


44,314 




4183 


CD 


PRO 


538 


43.325 




4184 


CA 


PRO 


538 


44.434 




4185 


CB 


PRO 


538 


43.652 




4186 


CG 


PRO 


538 


42.634 




4187 


C 


PRO 


538 


45.900 




4188 


0 


PRO 


538 


46.692 




4189 


N 


ILE 


539 


46.257 




4190 


CA 


ILE 


539 


47.626 




4191 


CB 


ILE 


539 


47.843 




4192 


CG2 


ILE 


539 


49.236 




4193 


CGI 


ILE 


539 


47.669 




4194 


CDl 


ILE 


539 


47.241 




4195 


C 


ILE 


539 


47.978 




4196 


0 


ILE 


539 


47.301 




4197 


N 


PRO 


540 


49.040 




4198 


CD 


PRO 


540 


49.869 




4199 


CA 


PRO 


540 


49.500 




4200 


CB 


PRO 


540 


50.494 




4201 


CG 


PRO 


540 


50.913 




4202 


C 


PRO 


540 


50.135 



1.383 48.100 1.00 29.85 ' 

1,987 47.916 1.00 28.82 

3.396 48.186 1,00 30,68 

3.978 49.116 1.00 34.05 

4,463 48.325 1.00 37.16 

2.923 50.095 1.00 37.83 

4.086 46.833 1,00 31.45 

3,629 45.972 1.00 30.15 

5.176 46,617 1,00 29,13 

5,821 47.497 1.00 30.93 

5,844 45,321 1.00 29.71 

7.135 45,511 1,00 31,77 

6,788 46,578 1,00 32,13 

6.075 44.973 1.00 30.50 

6,472 45,831 1,00 29,48 

5,796 43,719 1,00 28.66 

5.955 43.261 1,00 30.89 

5.328 41,855 1.00 32,12 

5,640 41.357 1,00 23,73 

3.808 41,922 1,00 33,30 

3,163 40,605 1,00 32,29 

7,425 43,212 1,00 35,32 

8,217 42.561 1-00 36,86 

7.810 43.923 1.00 42.57 

6,899 44,735 1.00 45,45 

9.203 43.973 1.00 47.52 

9.224 45.134 1,00 47,95 

7.798 45.335 1.00 46,55 

9,671 42,667 1,00 51,52 
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4203 


0 


PRO 




4204 


N 


ALA 




4205 


CA 


ALA 




4206 


CB 


ALA 




4207 


C 


ALA 




4208 


0 


ALA 




4209 


N 


ALA 




4210 


CA 


ALA 




4211 


CB 


ALA 




4212 


C 


ALA 




4213 


0 


ALA 




4214 


N 


SER 




4215 


CA 


SER 




4216 


CB 


SER 




4217 


OG 


SER 




4218 


C 


SER 




4219 


0 


SER 




4220 


CB 


LEU 




4221 


CG 


LEU 




4222 


CDl 


LEU 




4223 


CD2 


LEU 




4224 


C 


LEU 




4225 


0 


LEU 




4226 


N 


LEU 




4227 


CA 


LEU 












4229 


CA 


SER 




4230 


CB 


SER 




4231 


OG 


SER 



540 


49.905 


10.793 


541 


50.937 


8.810 


541 


51.592 


9.151 


541 


52.733 


8.168 


541 


50.600 


9.147 


541 


50.855 


8.529 


542 


49.473 


9.839 


542 


48.433 


9.920 


542 


47.760 


8.558 


542 


47.384 


10.967 


542 


46.574 


10.739 


543 


47.391 


12.105 


543 


46.428 


13.173 


543 


46.552 


13.643 


543 


45.414 


13.287 


543 


46.654 


14.352 


543 


47.593 


14.261 


547 


43.716 


10.598 


547 


44.915 


9.938 


547 


44.610 


8.464 


547 


46.162 


10.064 


547 


42.571 


12.609 


547 


41.655 


11.854 


547 


44.121 


12.899 


547 


43.855 


12.084 




42.516 


13.923 


548 


41.354 


14.582 


548 


41.366 


16.070 


548 


42.546 


16.705 



42.228 1.00 52.60 

42.053 1.00 53.79 

40.797 1.00 58.44 

40.535 1.00 61.73 

39.621 1.00 60.41 

38.582 1.00 58.45 

39.793 1.00 62.52 

38.766 1.00 62.72 

38.601 1.00 64.28 

39.142 1,00 64.21 

40.046 1.00 64.50 

38.450 1.00 64.02 

38.725 1.00 61.74 

40.180 1.00 60.37 

40.952 1.00 56.95 

37.788 1.00 61.94 

36.965 1.00 63.12 

30.109 1.00 46.53 

30.813 1.00 41.86 

31.097 1.00 39.82 

29.939 1.00 40.47 

29.095 1.00 50.18 

28.772 1.00 53.79 

30.947 1.00 47.33 

29.729 1.00 50.02 

28.930 1.00 51.66 

28.350 1.00 52.11 

28.731 1.00 53.79 

28.255 1.00 56-74 
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4232 


C SER 


548 




4233 


0 SER 


548 


m^- 


4234 


N GLY 


549 


m^- 


4235 


CA GLY 


549 




4236 


C GLY 


549 




4237 


0 GLY 


549 




4238 


N TRP 


550 




4239 


CA TRP 


550 




4240 


CB TRP 


550 




4241 


CG TRP 


550 




4242 


CD2 TRP 


550 




4243 


CE2 TRP 


550 




4244 


CE3 TRP 


550 




4245 


GDI TRP 


550 




4246 


NEl TRP 


550 




4247 


CZ2 TRP 


550 




4248 


CZ3 TRP 


550 




4249 


CH2 TRP 


550 




4250 


C TRP 


550 




4251 


0 TRP 


550 




4252 


N PHE 


551 




4253 


CA PHE 


551 




4254 


CB PHE 


551 




4255 


CG PHE 


551 




4256 


CDl PHE 


551 






CD2 PHE 


551 




4258 


CEl PHE 


551 




4259 


CE2 PHE 


551 




4260 


CZ PHE 


551 



41.320 14.440 26.823 1.00 50.14 

40.273 14.124 26.250 1.00 47.18 

42.472 14.666 26.185 1.00 47.75 

42.576 14.589 24.733 1.00 46.46 

42.238 13.259 24.083 1.00 43.60 

41.764 13.209 22.947 1.00 45.49 

42.472 12.183 24.819 1.00 40.58 

42.230 10.830 24.349 1.00 37.12 

42.491 9.850 25.479 1.00 33.40 

43.931 9.703 25.814 1.00 39.27 

44.542 8.594 26.472 1.00 38.11 

45.913 8.884 26.586 1.00 39.99 

44.060 7.385 26.985 1.00 40.66 

44.928 10.594 25.557 1.00 38.74 

46.122 10.111 26.013 1.00 39.45 

46.814 8.004 27.177 1.00 39.82 

44.950 6.513 27.571 1.00 41.68 
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.00 


27 


.56 


38.266 
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.857 


25 


.115 
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.00 


27 


.89 


40.091 


7 


.860 


27 


.216 
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.00 


24 


.35 


38.920 


6 


.656 


25 


.492 


1 


.00 


19 


.97 


39.828 


6 


.664 


26 


.541 


1 


.00 
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.33 
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4261 


C 


PHE 


551 




4262 


0 


PHE 


551 




4263 


N 


VAL 


552 




4264 


CA 


VAL 


552 




4265 


CB 


VAL 


552 




4266 


CGI 


VAL 


552 




4267 


CG2 


VAL 


552 




4268 


C 


VAL 


552 




4269 


0 


VAL 


552 




4270 


N 


ALA 


553 




4271 


CA 


ALA 


553 




4272 


CB 


ALA 


553 




4273 


C 


ALA 


553 




4274 


0 


ALA 


553 




4275 


N 


GLY 


554 




4276 


CA 


GLY 


554 




4277 


C 


GLY 


554 




4278 


0 


GLY 


554 




4279 


N 


TYR 


555 




4280 


CA 


TYR 


555 




4281 


CB 


TYR 


555 




4282 


CG 


TYR 


555 




4283 


CDl 


TYR 


555 




4284 


CEl 


TYR 


555 




4285 


CD2 TYR 


555 






CE2 TYR 


555 




4287 


CZ 


TYR 


555 




4288 


OH 


TYR 


555 




4289 


C 


TYR 


555 



37.791 12.370 23.892 1.00 35.69 
36.898 12.843 24.607 1.00 35.41 
38.232 12.935 22.770 1.00 32.09 
37.725 14.186 22.237 1.00 29.85 

38.901 15.090 21.838 1.00 31.14 
38.469 16.069 20.772 1.00 29.68 
39.442 15.809 23.065 1.00 28.42 
36.854 13.902 20.998 1.00 27.42 
35.723 14.361 20.902 1.00 27.21 
37.394 13.130 20.065 1.00 24.42 
36.697 12.783 18.829 1.00 23.14 

36.902 13.877 17.785 1.00 18.35 
37.228 11.468 18.280 1.00 20.69 
38.277 10.987 18.709 1-00 18.72 
36.497 10.897 17.328 1.00 18.56 
36.918 9.657 16.701 1.00 15.95 
37.778 9.988 15.492 1.00 19.28 
37.555 10.992 14.817 1.00 17.64 
38.756 9.138 15.201 1.00 22.01 
39.639 9.399 14.079 1.00 24.13 
40.937 10.005 14.595 1.00 20.22 
40.748 11.356 15.221 1.00 19.94 
40.759 11.516 16.607 1-00 18.14 
40.695 12.784 17.180 1-00 20.60 
40.651 12.490 14.427 1.00 18.09 
40.587 13.747 14-984 1.00 18.43 
40.622 13.888 16.351 1.00 19.06 
40.673 15.148 16.863 1.00 24.90 
39.985 8.216 13.197 1.00 26.88 
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4290 


0 


TYR 


555 


40.916 




4291 


N 


SER 


556 


39.272 




4292 


CA 


SER 


556 


39.629 




4293 


CB 


SER 


556 


38.942 




4294 


OG 


SER 


556 


37.535 




4295 


C 


SER 


556 


39.263 




4296 


0 


SER 


556 


38.051 




4297 


OT 


SER 


556 


40.198 




4298 


0 


HOH 


601 


46.597 




4299 


0 


HOH 


602 


22.175 




4300 


0 


HOH 


603 


22.555 




4301 


0 


HOH 


604 


10.699 




4302 


0 


HOH 


605 


33.779 




4303 


0 


HOH 


606 


23-250 




4304 


0 


HOH 


607 


56.607 




4305 


0 


HOH 


608 


32.158 




4306 


0 


HOH 


609 


56.341 




4307 


0 


HOH 


610 


42.183 




4308 


0 


HOH 


611 


45.029 




4309 


0 


HOH 


612 


47.451 




4310 


0 


HOH 


613 


2.470 




4311 


0 


HOH 


614 


47.043 




4312 


0 


HOH 


615 


34.075 




4313 


0 


HOH 


616 


50.817 




4314 


0 


HOH 


617 


38.747 




4315 


0 


HOH 


618 


35.002 




4316 


0 


HOH 


619 


52.799 




4317 


0 


HOH 


620 


57.492 




4318 


0 


HOH 


621 


24.538 



8.304 12.400 1.00 30.02 

7.106 13.315 1.00 30.32 

5.978 12.464 1.00 37.27 

4.690 12.933 1.00 37.51 

4.827 12.988 1.00 51.44 

6.293 11.020 1.00 37.29 

6.322 10.719 1.00 38.86 

6.526 10.221 1.00 34.94 

10.920 10.721 1.00 20-61 

2-399 -11-303 1.00 39.23 

-6.018 20-759 1-00 25.24 

23-284 3.535 1.00 11.38 

15.862 -12.840 1.00 32.40 

-5.255 39.290 1.00 19.05 

18.994 13.165 1.00 29.80 

-6-088 14-607 1.00 26.14 

-19.171 32.102 1.00 30.79 

-16.676 46.222 1.00 43-54 

9-354 9-054 1-00 41-58 

26.726 6.177 1.00 47.73 

-1.802 27.736 1.00 38.21 

21.787 16.034 1.00 23.91 

17.253 18.692 1.00 22.58 

23-460 -12-759 1-00 40.31 

2-676 9.078 1.00 25.13 

0.690 23.109 1.00 15.25 

16.218 -9.314 1.00 39.47 

32.252 19-690 1-00 51-60 

-2.398 -12.767 1.00 35-98 
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mil# 2000-3060987 
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4319 


0 


HOH 


622 




4320 


0 


HOH 


623 




4321 


0 


HOH 


624 




4322 


0 


HOH 


625 




4323 


0 


HOH 


626 




4324 


0 


HOH 


627 




4325 


0 


HOH 


628 




4326 


0 


HOH 


629 




4327 


0 


HOH 


630 




4328 


0 


HOH 


631 




4329 


0 


HOH 


632 




4330 


0 


HOH 


633 




4331 


0 


HOH 


634 




4332 


0 


HOH 


635 




4333 


0 


HOH 


636 




4334 


0 


HOH 


637 




4335 


0 


HOH 


638 




4336 


0 


HOH 


639 




4337 


0 


HOH 


640 




4338 


0 


HOH 


641 




4339 


0 


HOH 


642 




4340 


0 


HOH 


643 




4341 


0 


HOH 


644 




4342 


0 


HOH 


645 




4343 


0 


HOH 


646 




4344 


0 


HOH 


647 




4345 


0 


HOH 


648 




4346 


0 


HOH 


649 




4347 


0 


HOH 


650 



45.774 -26.860 17.172 1.00 47.38 
16.918 -0.379 -0.855 1.00 50.73 
35.816 -18.589 0.233 1.00 41.40 
48.368 29.897 14.750 1.00 21.51 
36.518 3.819 41.949 1.00 11.95 
43.658 6.306 -16.389 1.00 42.56 
48.323 10.990 7.196 1.00 23.08 
38.139 -19.255 43.774 1.00 44,50 
34.071 6.076 12.772 1.00 24.32 
58.322 10.881 14.337 1.00 39.25 
26.691 26.778 4.448 1.00 28.44 
53.979 24.631 19.675 1.00 54.93 
2.628 2.180 11.312 1.00 36,74 
5.149 14.418 28.631 1.00 35.56 
32,587 -3,817 12,697 1,00 63.31 
27.170 -9.280 31.802 1.00 24.21 
43.450 5.359 10.944 1.00 36.10 
26.062 -12.225 14.751 1.00 49.87 
14-706 7,497 -5.096 1.00 18.84 
57.477 -14.762 35.981 1.00 28.21 
51.547 9.783 48.172 1.00 53,68 
30,933 -6,757 -7,733 1,00 35.43 
25.070 13.151 5.827 1.00 2.00 
56.672 -10.309 18.187 1.00 45,96 
11,579 20,415 6,160 1,00 28,95 
27,916 -15,124 2,287 1.00 18.06 
35.221 2.326 34.458 1.00 25.12 
38.312 9.262 36.937 1.00 67.07 
46.258 6.938 4.683 1.00 24.22 
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4348 


0 


HOH 


651 




4349 


0 


HOH 


652 




4350 


0 


HOH 


653 




4351 


0 


HOH 


654 




4352 


0 


HOH 


655 




4353 


0 


HOH 


656 




4354 


0 


BOH 


657 




4355 


0 


HOH 


658 




4356 


0 


HOH 


659 




4357 


0 


HOH 


660 




4358 


0 


HOH 


661 




4359 


0 


HOH 


662 




4360 


0 


HOH 


663 




4361 


0 


HOH 


664 




4362 


0 


HOH 


665 




4363 


0 


HOH 


666 




4364 


0 


HOH 


667 




4365 


0 


HOH 


668 




4366 


0 


HOH 


669 




4367 


0 


HOH 


670 




4368 


0 


HOH 


671 




4369 


0 


HOH 


672 




4370 


0 


HOH 


673 




4371 


0 


HOH 


674 




4372 


0 


HOH 


675 




4373 


0 


HOH 


676 




4374 


0 


HOH 


677 




4375 


0 


HOH 


678 




4376 


0 


HOH 


679 



42.606 -3.262 36.649 1.00 21.46 
40.235 11.518 20.853 1.00 27.91 
22.794 25.287 5.447 1.00 26.04 
38.206 9.504 -13.291 1.00 30.62 
45.226 13.150 18.803 1.00 18.63 
33.031 -18.621 22.852 1.00 44.32 
9.650 -6.271 22.144 1.00 32.02 
30.463 24.471 -1.145 1.00 18.42 
41.452 8.031 8.619 1.00 20.10 
24.327 5.781 5.531 1.00 13.22 
47.983 6.984 -10.411 1.00 60.77 
30.966 -22.909 5.590 1.00 36.24 
33.405 -1.565 17.123 1.00 38.51 
21.076 7.717 -8.594 1.00 32.16 
16.982 24.733 15.974 1.00 34.58 
26.953 23.531 1.354 1.00 31.58 
40.572 -13.743 44.640 1.00 37.35 
31.441 0.335 7.724 1.00 41.72 
47.678 -7.636 13.712 1.00 31.80 
46.557 22.825 -11.411 1.00 67.81 
21.234 10.081 -2.885 1.00 10.38 
31.211 -1.023 4.408 1.00 24.09 
50.141 -6.813 -11.682 1.00 21.54 
33.244 15.024 -9.889 1.00 67.86 
38.979 11.058 31.410 1.00 26.12 
34.118 11.305 3.467 1.00 28.25 
46.763 -27.510 31.664 1.00 52.83 
35.099 2.565 8.047 1.00 28.30 
9.176 25.088 4.798 1.00 18.72 
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4377 


0 


HOH 


680 




4378 


0 


HOH 


681 




4379 


0 


HOH 


682 




4380 


0 


HOH 


683 




4381 


0 


HOH 


684 




4382 


0 


HOH 


685 




4383 


0 


HOH 


686 




4384 


0 


HOH 


687 




4385 


0 


HOH 


688 




4386 


0 


HOH 


689 




4387 


0 


HOH 


690 




4388 


0 


HOH 


691 




4389 


0 


HOH 


692 




4390 


0 


HOH 


693 




4391 


0 


HOH 


694 




4392 


0 


HOH 


695 




4393 


0 


HOH 


696 




4394 


0 


HOH 


697 




4395 


0 


HOH 


698 




4396 


0 


HOH 


699 




4397 


0 


HOH 


700 




4398 


0 


HOH 


701 




4399 


0 


HOH 


702 




4400 


0 


HOH 


703 




4401 


0 


HOH 


704 




4402 


0 


HOH 


705 




4403 


0 


HOH 


706 




4404 


0 


HOH 


707 




4405 


0 


HOH 


708 



14.704 13.412 25.182 1.00 48.26 

6.438 4.023 3.328 1.00 61.72 

32.219 15.747 2.622 1.00 38.25 

31.014 -13.129 15.368 1.00 36.02 

41.423 22.998 -13.412 1.00 46.45 

41.073 14.541 32.544 1.00 57.67 

41.923 30.239 10.109 1.00 24.51 

13.043 1.835 1.524 1.00 45.08 

36.384 1.728 2.325 1.00 23.11 

38.926 -12.759 41.527 1.00 26.09 



13. 


533 


4.342 


-1.256 


1. 


00 


53.49 


42. 


859 ■ 


-30.767 


29.292 


1. 


00 


49,63 


46. 


981 


-5.614 


-11.265 


1. 


00 


28.30 


34. 


904 


-2.672 


2.841 


1. 


00 


25.95 


22. 


975 


23.743 


2.224 


1. 


00 


32.47 


45. 


861 


14.150 


31.270 


1. 


00 


37-81 


46. 


016 


15.972 


22.828 


1. 


00 


88.18 


13. 


753 


-0.702 


38.177 


1. 


00 


52.89 


34, 


502 


16.040 


22.414 


1. 


.00 


27.95 


22. 


.706 


27.973 


10.089 


1 


.00 


35.75 


63 


.426 


-24.001 


17.375 


1 


.00 


42.25 


34 


.349 


9.690 


1.548 


1 


.00 


9.34 


41 


.163 


2.343 


49.912 


1 


.00 


27,48 


9 


.851 


15.333 


21.500 


1 


.00 


58.68 


44 


.019 


27.355 


14.119 


1 


.00 


23.41 


47 


.294 


-8.487 


10.420 


1 


.00 


28.83 


-0 


.567 


-15.964 


21.058 


1 


.00 


71.82 


45 


.139 


17.223 


28.013 


1 


.00 


36,95 


54 


.938 


29.596 


18.826 


1 


.00 


45.27 
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4406 


0 


HOH 


709 


mi- 


4407 


0 


HOH 


710 




4408 


0 


HOH 


711 




4409 


0 


HOH 


712 




4410 


0 


HOH 


713 




4411 


0 


HOH 


714 




4412 


0 


HOH 


715 




4413 


0 


HOH 


716 




4414 


0 


HOH 


717 




4415 


0 


HOH 


718 




4416 


0 


HOH 


719 




4417 


0 


HOH 


720 




4418 


0 


HOH 


721 


m'f 


4419 


0 


HOH 


722 




4420 


0 


HOH 


723 




4421 


0 


HOH 


724 




4422 


0 


HOH 


725 




4423 


0 


HOH 


726 




4424 


0 


HOH 


727 




4425 


0 


HOH 


728 




4426 


0 


HOH 


729 




4427 


0 


HOH 


730 




4428 


0 


HOH 


731 




4429 


0 


HOH 


732 




4430 


0 


HOH 


733 




4431 


0 


HOH 


734 




4432 


0 


HOH 


735 




4433 


0 


HOH 


736 




4434 


0 


HOH 


737 



56.658 -1.774 11.129 1.00 59.82 

41.378 -2.253 48.336 1.00 83.26 

34.016 0.844 32.187 1.00 19.51 

40.079 23.922 18.790 1.00 40.86 

23.939 16.548 -6.662 1.00 73.98 

43.805 -5.760 37.997 1.00 33.15 

43.983 12.763 7.024 1.00 49.45 

17.467 -6.790 34.490 1.00 60.85 

57.128 -9.673 7.961 1.00 47.78 

28.310 -13.504 15.674 1.00 32.19 

48.350 12.483 24.005 1.00 59.90 

19.085 8.242 -9.951 1.00 25.97 

55.772 11.621 19.184 1.00 35.36 

7.019 15.603 32.528 1.00 63.48 

36.866 -13.652 15.802 1.00 27.53 

43.517 24.315 -12.119 1.00 35.85 

37.708 -15.785 39.175 1.00 54.73 

5.217 0.089 34.330 1.00 62.89 

22.932 16.773 24.935 1.00 39.55 

57.302 -9.957 -7.609 1.00 30.04 

7.732 5.303 -6.078 1-00 77.38 

20.565 18.229 -3.485 1.00 34.46 

40.313 14.721 37.485 1.00 45.60 

45.334 -26.610 3.300 1.00 52.20 

21.456 12.342 33.566 1.00 43.56 

53.572 28.112 -7.495 1.00 34.62 

44.392 3.535 -16.228 1.00 30.67 

21.788 26.910 17.354 1.00 29.40 

1.982 -17.218 22.679 1.00 34.59 
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4f ^ 1 1 — 192488 





4435 


0 


HOH 


738 




4436 


0 


HOH 


739 




4437 


0 


HOH 


740 




4438 


0 


HOH 


741 




4439 


0 


HOH 


742 




4440 


0 


HOH 


743 




4441 


0 


HOH 


744 




4442 


0 


HOH 


745 




4443 


0 


HOH 


746 




4444 


0 


HOH 


747 




4445 


0 


HOH 


748 




4446 


0 


HOH 


749 




4447 


0 


HOH 


750 




4448 


0 


HOH 


751 




4449 


0 


HOH 


752 




4450 


0 


HOH 


753 




4451 


0 


HOH 


754 




4452 


0 


HOH 


755 




4453 


0 


HOH 


756 




4454 


0 


HOH 


757 




4455 


0 


HOH 


758 




4456 


0 


HOH 


759 




4457 


0 


HOH 


760 




4458 


0 


HOH 


761 




4459 


0 


HOH 


762 




4460 


0 


HOH 


763 




4461 


0 


HOH 


764 




4462 


0 


HOH 


765 




4463 


0 


HOH 


766 



49.791 -14.945 51.490 1.00 29.55 

65.383 -10.773 31.724 1.00 21.33 

48.882 -23.983 38.693 1.00 27.07 

38.324 18.978 30.698 1.00 51.87 

18.500 12.871 19.098 1.00 37.82 

43.444 -24.077 3.285 1.00 34.56 

19.073 14-997 20.678 1.00 31.54 

43.718 14.040 -9.258 1.00 48.86 

19.757 12.108 21.932 1.00 16.56 

28.539 -1.306 9.121 1.00 19.91 

33.299 13.289 28.355 1.00 31.35 

55.796 5.609 21.850 1.00 25.26 

71.236 -9.462 30.197 1.00 16.58 

48.317 16.021 28.186 1.00 53.92 

37.023 -14.017 -12.141 1.00 60.05 

47.056 10.022 14.240 1.00 16.37 

41.937 -14.514 -12.014 1.00 28.96 

58.191 18.257 -4.318 1.00 24.23 

34.855 15.167 -13.410 1.00 26.63 

46.083 7.332 -4.348 1.00 41.74 

34.334 19.475 20.562 1.00 36.75 

48.439 12.298 18.766 1.00 37.20 

26.446 9.654 -7.040 1.00 24.37 

43.303 7.883 -11.435 1.00 27.78 

20.443 18.574 16.107 1.00 41.69 

48.286 15.033 32.831 1.00 57.35 

10.893 18.980 16.387 1.00 59.57 

34.601 4.808 35.497 1.00 43.50 

31.888 17.167 -8.403 1.00 52.16 
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4464 


0 


HOH 




4465 


0 


HOH 




4466 


0 


HOH 




4467 


0 


HOH 




4468 


0 


HOH 




4469 


0 


HOH 




4470 


0 


HOH 




4471 


0 


HOH 




4472 


0 


HOH 




4473 


0 


HOH 




4474 


0 


HOH 




4475 


0 


HOH 




4476 


0 


HOH 




4477 


0 


HOH 




4478 


0 


HOH 




4479 


0 


HOH 




4480 


0 


HOH 




4481 


0 


HOH 




4482 


0 


HOH 




4483 


0 


HOH 




4484 


0 


HOH 




4485 


0 


HOH 




4486 


0 


HOH 




4487 


0 


HOH 




4488 


0 


HOH 




AAQ.Q 

44oy 


n 
u 


nun 




4490 


0 


HOH 




4491 


0 


HOH 




4492 


0 


HOH 



767 


36.373 


-3.491 


768 


23.246 


19.202 


769 


45.743 


17.021 


770 


33.244 ■ 


-13.586 


771 


57.928 


30.606 


772 


69.124 - 


-11.949 


773 


29.727 ■ 


-22.652 


774 


37.839 


-4.465 


775 


41.248 


-0.915 


776 


32.612 


-23.200 


777 


47.550 


17.765 


778 


22.460 


12.258 


779 


6.843 


19.969 


780 


-1.037 


0.592 


781 


16.879 


16.213 


782 


4.952 


-10.654 


783 


30.976 


21.960 


784 


54.549 


-16.852 


785 


35.858 


0.543 


786 


37.629 


0.228 


787 


34.090 


-24.595 


788 


51.277 


31.211 


789 


30.912 


-2.933 


790 


58.746 


-7.303 


791 


53.940 


14.157 


7Q9 


"^9 01 1 


-0. 149 


793 


13.553 


23.341 


794 


37.675 


-7.811 


795 


48.715 


-0.365 



21.106 1.00 13.51 

-6.517 1.00 41,10 

-5.597 1.00 31.22 

18.326 1.00 41.46 

16.929 1.00 38.33 

27.989 1.00 69.32 

27.281 1.00 30.26 

13.760 1.00 22-09 

16.241 1.00 49.75 

24.163 1.00 53.24 

-7.284 1.00 30.72 

5.644 1.00 12.35 

17.253 1.00 24.63 

12.041 1.00 32,13 

-1.036 1.00 31.03 

24.420 1.00 68-04 

23.463 1,00 26,66 

43.639 1,00 44,86 

37.145 1.00 32.91 

45.081 1.00 25,52 

29.357 1.00 44.67 

-7.019 1.00 41,33 

10.609 1.00 72.82 

-10.029 1.00 58.21 

19.431 1.00 35.15 

14.251 1.00 47.16 

8,528 1.00 53.03 

-8,912 1,00 44,94 

3,142 1,00 41,74 
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4493 


0 


HOH 




4494 


0 


HOH 




4495 


0 


HOH 




4496 


0 


HOH 




4497 


0 


HOH 




4498 


0 


HOH 




4499 


0 


HOH 




4500 


0 


HOH 




4501 


0 


HOH 


m^f- 


4502 


0 


HOH 




4503 


0 


HOH 


m^- 


4504 


0 


HOH 


m'f 


4505 


0 


HOH 




4506 


0 


HOH 




4507 


0 


HOH 




4508 


0 


HOH 




4509 


0 


HOH 




4510 


0 


HOH 




4511 


0 


HOH 




4512 


0 


HOH 




4513 


0 


HOH 




4514 


0 


HOH 




4515 


0 


HOH 




4516 


0 


HOH 




4517 


0 


HOH 






0 


HOH 




4519 


0 


HOH 




4520 


0 


HOH 




4521 


0 


HOH 



796 


50.589 - 


-16.659 


797 


44.199 - 


-19.067 


798 


53.441 - 


-26.855 


799 


49.408 - 


-26.628 


800 


52.640 - 


-19.756 


801 


18.857 


3.501 


802 


17.896 


1.182 


803 


13.919 


4.000 


804 


11.557 


5.995 


805 


11.140 


9.279 


806 


18.676 


16.664 


807 


27.433 


31 . 963 


808 


53.253 


29.573 


809 


54.907 


28.009 


810 


62.641 


11.739 


811 


65.068 


5.329 


812 


65.803 


8.849 


813 


43.721 


20.002 


814 


34.406 


-17.139 


815 


34.703 


-23.625 


816 


34.197 


-17.469 


817 


50.104 


7.478 


818 


41.677 


18.551 


819 


38.682 


19.681 


820 


11.768 


4.457 




8.218 


0.919 


822 


3.397 


-1.753 


823 


34.080 


1.178 


824 


31.348 


10.501 



6.378 1.00 18.40 

6.859 1.00 36.05 

20.517 1.00 50.57 

20.724 1.00 50.72 

30.198 1.00 47.50 

-9.706 1.00 21.84 

-11.952 1.00 32.00 

-10.397 1.00 46.84 

-4.803 1.00 48.55 

7.880 1.00 25,88 

2.033 1.00 34.39 

16.774 1.00 20.95 

9.882 1.00 33.76 

11.555 1.00 52.31 

-4.252 1.00 32.53 

5.372 1.00 54.51 

4.108 1.00 47.37 

-11.175 1.00 30.38 

17.170 1.00 41.80 

4.105 1.00 61.03 

3.287 1.00 44.37 

-2.288 1.00 25.23 

18.796 1.00 45.33 

20.416 1.00 45.22 

37.706 1.00 51.55 

37.720 1.00 44.65 

33.199 1.00 33.07 

3.231 1.00 31.48 
-7.664 1.00 31.78 
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4522 


0 


HOH 


825 




4523 


0 


HOH 


826 




4524 


0 


HOH 


827 




4525 


0 


HOH 


828 




4526 


0 


HOH 


829 




4527 


0 


HOH 


830 




4528 


0 


HOH 


831 




4529 


0 


HOH 


832 




4530 


0 


HOH 


833 




4531 


0 


HOH 


834 




4532 


0 


HOH 


835 




4533 


0 


HOH 


836 




4534 


0 


HOH 


837 




4535 


0 


HOH 


838 




4536 


0 


HOH 


839 




4537 


0 


HOH 


840 




4538 


0 


HOH 


841 




4539 


0 


HOH 


842 




4540 


0 


HOH 


843 




4541 


0 


HOH 


844 




4542 


0 


HOH 


845 




4543 


0 


HOH 


846 




4544 


0 


HOH 


847 




4545 


0 


HOH 


848 




4546 


0 


HOH 


849 






0 


HOH 


850 




4548 


0 


HOH 


851 




4549 


0 


HOH 


852 




4550 


0 


HOH 


853 



38.108 4.850 -12.161 1.00 31.16 

38.982 10.342 10.406 1.00 32.25 
5.149 5.654 13.265 1.00 31.34 
6.416 -8.088 20.222 1.00 49.34 

-1.858 -3.132 18.913 1.00 33.22 

11.873 9.162 4.510 1.00 29.62 

19.232 -5.660 17.559 1.00 26.97 

12.983 -8.915 15.306 1.00 41.69 
18.416 -11.585 21.008 1.00 35.22 
22.507 -3,262 33.451 1.00 77.42 
26-191 -1.017 24.576 1.00 26.33 
36.425 -0.682 16.799 1.00 25.51 
36.167 2.136 19.428 1.00 35.47 
31.892 -9.361 18.329 1.00 38.04 
29.958 0.247 50.234 1.00 39.65 
25.664 -2.880 45.446 1.00 25.56 
28.111 -11.787 23.722 1.00 20.36 
25.802 -13.741 20.864 1.00 48.90 
66.721 -13.408 27.755 1.00 46,58 
64-307 -3.316 36.898 1.00 35.37 
65.583 -0.436 36.938 1.00 37.85 
41.048 -10.431 50.836 1.00 29.82 
41.737 18.341 25.701 1.00 64.44 
30.918 -2.921 -11.856 1.00 30.43 
51.446 22.839 17.216 1.00 43.87 
60.785 2.614 -0.874 1.00 35.10 
56.838 -0.895 2.586 1.00 49.62 
47.396 10.491 -8.843 1.00 52.54 
38.574 -14.690 4.444 1.00 30.06 
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4551 


0 


HOH 


854 




4552 


0 


HOH 


855 




4553 


0 


HOH 


856 




4554 


0 


HOH 


857 




4555 


0 


HOH 


858 




4556 


0 


HOH 


859 




4557 


0 


HOH 


860 




4558 


0 


HOH 


861 




4559 


0 


HOH 


862 




4560 


0 


HOH 


863 




4561 


0 


HOH 


864 




4562 


0 


HOH 


865 




4563 


0 


HOH 


866 




4564 


0 


HOH 


867 




4565 


0 


HOH 


868 




4566 


0 


HOH 


869 




4567 


0 


HOH 


870 




4568 


0 


HOH 


871 




4569 


0 


HOH 


872 




4570 


0 


HOH 


873 




4571 


0 


HOH 


874 




4572 


0 


HOH 


875 




4573 


0 


HOH 


876 




4574 


0 


HOH 


877 




4575 


0 


HOH 


878 


Rr> J 


4576 


0 


HOH 


879 




4577 


0 


HOH 


880 




4578 


0 


HOH 


881 




4579 


0 


HOH 


882 



18.756 -0.542 39.542 1.00 39.05 
29.513 29.579 6.595 1.00 36.41 
32.813 33.195 8.357 1.00 28.63 
40.705 7.094 -13.994 1.00 29.74 
50.499 1.421 -2.924 1.00 31.42 
47.470 0.293 -15.630 1.00 26,52 
46.826 -4.091 15.608 1.00 27.08 
43.465 -1.915 20.388 1.00 50.46 
39.396 -8.251 42.274 1.00 25.43 
62.025 -4.244 31.799 1.00 24.26 
51.328 10.747 31.485 1.00 32.16 
35.283 7.979 42.362 1.00 38.81 
57.095 -18.565 40.803 1.00 52.30 
58.155 -2.683 46.266 1-00 22.74 
48.057 20.382 -12.222 1.00 50.35 
49.547 0.925 0.838 1.00 51,45 
46.392 4.053 4.644 1.00 50.25 
17.601 15.375 19.352 1.00 65.08 
4.479 9.329 31.775 1.00 36.17 
22.319 18.788 -0.495 1.00 24.87 
35.839 30.245 -0.342 1.00 48.51 
48.453 2.849 -6.547 1.00 33,73 
0.605 7.424 25.945 1.00 39.41 
2.396 -3.829 13.234 1.00 30.89 
14.152 -2.287 5.419 1.00 18.22 
35.704 -8.865 16.297 1.00 31.23 
47.890 11.218 33.219 1.00 51.93 
35.361 8.156 33.971 1.00 47.66 
40.052 7.610 41.373 1.00 36.84 
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4580 0 HOH 883 56.929 -15.208 46.351 1.00 55.62 

ig^ 4581 0 HOH 884 52.052 -0.414 49.836 1.00 55.41 

[0 0 2 2] 

HCViKU ^ v--^(D=^?g&^D^*9vi^V >' hRasMol {y V ~ \^ ^ h . 
Roger Sayle, Glaxo Research&Developme 
nt, Greenford, Middlesex, UK) iCi: UMfi^bbfe (0 

1) o 

HCV7K';^^-if«, a = b = 63. 7 A, c = 2 6 2. 9A(7)P4 3 2 ^ 
2(D^mmiZ.mL. ^(Dm^^^KtV^rnVt^^-t^ 6 7 x 6 3 x 6 8 A®^^^ 

- (Fingers) m&> A'-A (Palm) it/^ (Thumb) m&. 

, 7i-s)l-$^- (Holder) ^^ti^^fjt^o 

T't)#^E7b^^e>7b^C$tlTV>^*^o;t (S t r u c t u r e 5, 1109-1 

1 2 2 ( 1 9 9 7) ) o 
0 2 tC H C V y ^ ^ - -fe'^JS^^ 0 5: o 

y 4 yiS-M'^lt. 4-^0)^ -iy-h t l-DOa-^V v ^^^^^i^^ Hiv 

K • h U U >^ (rNTP) (DAU P^C7&oTV^6=fe)®i:#^btV'5<, 
ttf5^by^J:e)lC, yj<';:r'^;^';b^>}<y (Structur 
e 5, 1109-1122 (1997)) li> -7^ y:^-m&.fJ^'^^B^^X 

^ - if (7) ;i/ ^ - S'fe^Z) A- - gP^^^gP^:^'^ 7 ^ > :^ - ^ b T I^S $ tiT 
J!;7.h. ctC. aD, aE, aF(^-gP^, ^ LT a D ^1 a E CDfgllC^ >r >;^3*- 
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1 1—192488 

h^AU Pi:#x ^tiSo 

HIVM^^^, E. c o 1 i$>^VMiT a qDNAfe# 
-SDN A5j<iJ ^^--fe'^T 7 DN A^K^tt^KU ^^-if ^^Kfc^i^^bTt^'S 

o 

lC5t;;i/ 9'~3^(D-r *; ^m^o) 4i>i> * T?StiT*'^ o T v^ e „ ^ © J; v 

^^Bmrnt^-^m^ij^^^^ «^ C5^5g?:i!lK^bf=:=b(Z)liRNA«R#ttRN 
A3i<U J^^-if^Stt^^^SV'^^^T^^^B^^"^^'^ ( J i r o 1. 73, 16 
49-54 (1999) ) „ C*^CD#a>!KttM^l«#^i-M^'t 

[0 0 2 3] 

. c o 1 iS>&VMd:Ta q D N Afe#14D N A>J< U ^ ^ -if^T 7 DNAfe 
( 1) 2 2 0fif. 3 1 8fe^i:tJf3 1 9^(DA s >f > 35^^(7) /3 1 ^ 
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itt¥ 1 1 - 1 9 2 4 8 8 
2®'^#Sn^iH^'JT-S>'2> 1 4 l^cDh y s , 15 8&<DA r g ilfC j; U^^S 

(2) 2 2 5-fej£^(7)^#^ti;fe2 8 2^(DS e r, 2 8 7 fe(7)T h r h 2 9 1 
^(DA s n7!)^e)?^^$tl-£> r N T P (D U /K- 2 ' - O H ^r^l-^ AtlS^^S^ 

05T^ yS?®S^J?:it^b ^i-o HcfiH C VliH C VjK U ^ ^ -if P 
OL I Oli3ifU5r':7>f ;i.>?.;KU^^-if?:, H I VRTliH I V^^^^^^r^ 

2 2 5'ecOAs pli, H I V5!^K^?^^® 1 1 5 ^(DT y r j^^ZiniCffi^ 
3 © T ^ y ^ (Z) *B ^ t C J: y 5^ ^ -t <5 » S *^ r N T P A^ d N T P ^ ^ L T > ^ 

1 5 8^c;DAr 1 4 l&<Dhy s t). r N T P (D^-^tcMll^f9:S!l$:i*o T 

So -(D^IStt, ^rBfil?t*^?>> r^y«?2 1 3ft*^e>2 2 3^. 3 10^*^?, 
3 2 5'fefeJ;t?3 4 SfiLA^e, 3 6 6^<Dmmti^^M^-^n^ :i tty^nmVt^o Z. 

(D^r^\z^mt^^^^^ $ -&T ^ i-t > ^ (DVc-^mti^^r^^^ ^ pfl*"^ ^ ^ 

Tj-Nyi/^'-S-fecT^g 0^, 98^, 172fil(Z)Lys, 106 fir. 16 8fir(DA 
r g, y ^ yiS-^'&.CDA %^(DAt -b-ASPfil®4 6 5^® A r gl±, 
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1 1—192488 

T ^^ S ^ i: ?5 tl^ 

[0 0 2 4] 

[0 0 2 5] 

SEQUENCE LISTING 

<110> Japan Tobacco Inc. 

<120> HCV polymerase for crystal structure analysis and use 
of the crystal structure 

<130> J99-0250 

<140> 
<141> 

<150> JP P1999-188630 
<151> 1999-07-02 

<160> 4 

<170> Patentin Ver. 2.0 



1 8 0 



2000-3060987 



#^ 1 1-19 2 4 8 8 



<210> 1 
<211> 578 
<212> PRT 

<213> Artificial Sequence 
<220> 

<223> Description of Artificial Sequencerartif icial 
protein based on HCV polynerase. 

<400> 1 

Ser Met Ser Tyr Thr Trp Thr Gly Ala Leu He Thr Pro Cys Ala Ala 

15 10 15 

Glu Glu Ser Lys Leu Pro He Asn Ala Leu Ser Asn Ser Leu Leu Arg 

20 25 30 

His His Asn Met Val Tyr Ala Thr Thr Ser Arg Ser Ala Gly Leu Arg 

35 40 45 

Gin Lys Lys Val Thr Phe Asp Arg Leu Gin Val Leu Asp Asp His Tyr 

50 55 60 

Arg Asp Val Leu Lys Glu Met Lys Ala Lys Ala Ser Thr Val Lys Ala 

65 70 75 80 

Lys Leu Leu Ser Val Glu Glu Ala Cys Lys Leu Thr Pro Pro His Ser 

85 90 95 

Ala Lys Ser Lys Phe Gly Tyr Gly Ala Lys Asp Val Arg Asn Leu Ser 

1 8 1 aiIE# 2000-3060987 



1 1 - 1 9 2 4 8 8 



100 



105 



110 



Ser Lys Ala Val Asn His He His Ser Val Trp Lys Asp Leu Leu Glu 

115 120 125 

Asp Thr Val Thr Pro He Asp Thr Thr He Met Ala Lys Asn Glu Val 

130 135 140 

Phe Cys Val Gin Pro Glu Lys Gly Gly Arg Lys Pro Ala Arg Leu He 

145 150 155 160 

Val Phe Pro Asp Leu Gly Val Arg Val Cys Glu Lys Met Ala Leu Tyr 

165 170 175 

Asp Val Val Ser Thr Leu Pro Gin Val Val Met Gly Ser Ser Tyr Gly 

180 185 190 

Phe Gin Tyr Ser Pro Gly Gin Arg Val Glu Phe Leu Val Asn Thr Trp 

195 200 205 

Lys Ser Lys Lys Asn Pro Met Gly Phe Ser Tyr Asp Thr Arg Cys Phe 

210 215 220 

Asp Ser Thr Val Thr Glu Asn Asp lie Arg Val Glu Glu Ser He Tyr 

225 230 235 240 



Gin Cys Cys Asp Leu Ala Pro Glu Ala Arg Gin Ala He Lys Ser Leu 

245 250 255 
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Thr Glu Arg Leu Tyr He Gly Gly Pro Leu Thr Asn Ser Lys Gly Gin 

260 265 270 

Asn Cys Gly Tyr Arg Arg Cys Arg Ala Ser Gly Val Leu Thr Thr Ser 

275 280 285 

Cys Gly Asn Thr Leu Thr Cys Tyr Leu Lys Ala Ser Ala Ala Cys Arg 

290 295 300 

Ala Ala Lys Leu Gin Asp Cys Thr Met Leu Val Asn Gly Asp Asp Leu 

305 310 315 320 

Val Val lie Cys Glu Ser Ala Gly Thr Gin Glu Asp Ala Ala Ser Leu 

325 330 335 

Arg Val Phe Thr Glu Ala Met Thr Arg Tyr Ser Ala Pro Pro Gly Asp 

340 345 350 

Pro Pro Gin Pro Glu Tyr Asp Leu Glu Leu He Thr Ser Cys Ser Ser 

355 360 365 

Asn Val Ser Val Ala His Asp Ala Ser Gly Lys Arg Val Tyr Tyr Leu 

370 375 380 

Thr Arg Asp Pro Thr Thr Pro Leu Ala Arg Ala Ala Trp Glu Thr Ala 

385 390 395 400 

Arg His Thr Pro Val Asn Ser Trp Leu Gly Asn He He Met Tyr Ala 

405 410 415 
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Pro Thr Leu Trp Ala Arg Met He Leu Met Thr His Phe Phe Ser He 

420 425 430 

Leu Leu Ala Gin Glu Gin Leu Glu Lys Ala Leu Asp Cys Gin He Tyr 

435 440 445 

Gly Ala Cys Tyr Ser He Glu Pro Leu Asp Leu Pro Gin He He Glu 

450 455 460 

Arg Leu His Gly Leu Ser Ala Phe Ser Leu His Ser Tyr Ser Pro Gly 

465 470 475 480 

Glu He Asn Arg Val Ala Ser Cys Leu Arg Lys Leu Gly Val Pro Pro 

485 490 495 



Leu Arg Val Trp Arg His Arg Ala Arg Ser Val Arg Ala Arg Leu Leu 

500 505 510 



Ser Gin Gly Gly Arg Ala Ala Thr Cys Gly Lys Tyr Leu Phe Asn Trp 

515 520 525 

Ala Val Lys Thr Lys Leu Lys Leu Thr Pro He Pro Ala Ala Ser Gin 

530 535 540 

Leu Asp Leu Ser Gly Trp Phe Val Ala Gly Tyr Ser Gly Gly Asp He 

545 550 555 560 

Tyr His Ser Leu Ser Arg Ala Arg Pro Arg Gly Ser His His His His 



18 4 



ffi|I# 2000-3060987 
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565 



His His 



570 



575 



<210> 2 
<211> 1743 
<212> DNA 

<213> Artificial Sequence 
<220> 

<223> Description of Artificial Sequence:Artif icial 
nucleic acid sequence based on HCV polymerase. 

<400> 2 

atgtcaatgt cctacacatg gacaggcgcc ttgatcacgc catgcgctgc ggaggaaagc 60 
aagctgccca tcaacgcgtt gagcaactct ttgctgcgcc accataacat ggtttatgcc 120 
acaacatctc gcagcgcagg cctgcggcag aagaaggtca cctttgacag actgcaagtc 180 
ctggacgacc actaccggga cgtgctcaag gagatgaagg cgaaggcgtc cacagttaag 240 
gctaaactcc tatccgtaga ggaagcctgc aagctgacgc ccccacattc ggccaaatcc 300 
aagtttggct atggggcaaa ggacgtccgg aacctatcca gcaaggccgt taaccacatc 360 
cactccgtgt ggaaggactt gctggaagac actgtgacac caattgacac caccatcatg 420 
gcaaaaaatg aggttttctg tgtccaacca gagaaaggag gccgtaagcc agcccgcctt 480 
atcgtattcc cagatctggg agtccgtgta tgcgagaaga tggccctcta tgatgtggtc 540 
tccacccttc ctcaggtcgt gatgggctcc tcatacggat tccagtactc tcctgggcag 600 
cgagtcgagt tcctggtgaa tacctggaaa tcaaagaaaa accccatggg cttttcatat 660 
gacactcgct gtttcgactc aacggtcacc gagaacgaca tccgtgttga ggagtcaatt 720 
taccaatgtt gtgacttggc ccccgaagcc agacaggcca taaaatcgct cacagagcgg 780 
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ctttatatcg ggggtcctct gactaattca 
cgcgcgagcg gcgtgctgac gactagctgc 
tctgcagcct gtcgagctgc gaagctccag 
ctcgtcgtta tctgtgaaag cgcgggaacc 
acggaggcta tgactaggta ctccgccccc 
ttggagctga taacatcatg ttcctccaat 
agggtgtact acctcacccg tgatcccacc 
gctagacaca ctccagttaa ctcctggcta 
tgggcaagga tgattctgat gactcacttc 
gaaaaagccc tggactgcca gatctacggg 
cctcagatca ttgaacgact ccatggcctt 
ggtgagatca atagggtggc ttcatgcctc 
tggagacatc gggccaggag cgtccgcgct 
acttgtggca agtacctctt caactgggca 
ccggctgcgt cccagctgga cttgtccggc 
atatatcaca gcctgtctcg tgcccgaccc 
taa 



aaagggcaga actgcggtta 


tcgccggtgc 


840 


ggtaacaccc tcacatgtta 


cttgaaggcc 


900 


gactgcacga tgctcgtgaa 


cggagacgac 


960 


caagaggacg cggcgagcct 


acgagtcttc 


1020 


cccggggacc cgccccaacc 


agaatacgac 


1080 


gtgtcggtcg cccacgatgc 


atcaggcaaa 


1140 


acccccctcg cacgggctgc 


gtgggagaca 


1200 


ggcaacatta ttatgtatgc 


gcccactttg 


1260 


ttctccatcc ttctagcgca 


ggagcaactt 


1320 


gcctgttact ccattgagcc 


acttgaccta 


1380 


agcgcatttt cactccatag 


ttactctcca 


1440 


aggaaacttg gggtaccacc 


cttgcgagtc 


1500 


aggctactgt cccagggggg 


gagggccgcc 


1560 


rr+ ctQ 51 crQ rT"!! H Jl f* "t" f H Jl 


cactccaatc 


1620 


tggttcgttg ctggttacag 


cgggggagac 


1680 


cgcggatccc atcaccatca 


ccatcactaa 


1740 






1743 



<210> 3 
<211> 30 
<212> DNA 
<213> Artificial 



Sequence 



<220> 

<223> Description of Artificial Sequence: Artificial 
nucleic acid sequence for priaer. 



<400> 3 

catatgtcaa tgtcctacac atggacagcc 30 
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<210> 4 
<211> 57 
<212> DNA 

<213> Artificial Sequence 
<220> 

<223> Description of Artificial Sequence:Artif icial 
nucleic acid sequence for protein. 

<400> 4 

ttattagtga tggtgatggt gatgggatcc gcggggtcgg gcacgagaca ggctgtg 57 

[01] 

[02] 

H C V U >C ^ - if ^rm^^fb L fe0T'S>e „ 

[03] 
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imm^i mm 
[01] 




1 



ailE# 2000-3060987 



1 1—192488 



[03] 



HCV 

POLIO 

mVRT 



HCV 

POLIO 

HIVRT 



HCV 

POLIO 
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